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I3M± © * ^ D - j&tjft ffi $ ft& < T *> IH C S*^5t * % -D Z. h \t s£> i* & U < & 

-r-e&tK ^n?n<Dm*mmsft^mmtMmmirznz>tmft-£n2>o z\<o 

toMStfOOOOETF (T5/KS3fe-e»200fli«T) 31 ijWfrSUH. XS§lfl?#r 

25 m&&z>o 
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»5ft*«ffc5ll/fc, FpW >*Wr5^>^^R (EOF* rF*>f >*#J*f 

*> o utfi 3 n & „ c <d «fc 5 id bT^t'j s nfc f * >$t^ ©7s; ^sh^j 
* -T > * ^j&t s ^ > a° ^ n e> ?t # «#*r k<£ < , f ;* -i ymMffiMfe 

mnmzmm *r & c £ # & o 

15 3B9I0IW^ 

(3) I3^J##5 lClBm$tlfeT^yM@H^J©N*i^^e» 01- 1 0fi©757 

25 SB^J^^b, 7^yHlSI:^9 2~1 0 6T?ft5^>;^gXttf n&Ol. 

(4) (1) , (2) Xtt (3) (Cl|BicO^>A^K©T5/mSB^J^*3ViT, 

(l) , (2) xte (3) fcis»©^>/i^*t^»Wte:Pl— < 

tigers ^>/^stx«-en sot. 
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(5) '(1) ~ (4) ^fB«$nfc^>A'^^CDVi-rn^lO(Z)^>A 0 ^KOT 

(5) |CE«©#U?^W^P. 
5 (7) (5) Xtt (6) teBii©#U^^U'^5 t H*'&Wr*»§ftit^^^-. 

(8) (5) Xtt (6) fc»«©#U^^I^^H7?^ate«ISi3:fc^RteJft# 

o 

(9) (1) ~ (4) ©V>fna>— OfcBfcOD* >/^Jtte*rr5#t#. 

(10) (8) tefB*S©^KfcSM**«FaiU ^>/^S^3t5IgSt 

io tr, (i) ~ (4) ©v>*ma>— ojcisft©^>/i^K*fett^-ne>om©iSB 

(1 1) M)!§^>A 0 ^St^m£m>3£<h£4#^£T3 (1) ~ (4) ©V> 
tn^-o fciBic© ^ > A ^ iXtt^n & ©*ft©«ii:3fJ£. 
(12) (1) ~ (4) ©V^n^-^fc|B«©^>^^Kt«l«i»Ht«:gS» 

&:r@<h£^-tf (i) ~ (4) ©v>-rn^— oK:iH«tCD^>/t^K*fctt-?-ne> 

©JfcRtf/Xfci (1) ~ (4) ©V>*r*U&>— o£gEm©*>A^SC©T5 ymiH 

20 (13) (9) teEflfcOtttt&fflVifc (1) ~ (4) o^fn^-otE«o^ 
(14) (13) tfEifc©5t»^&£fflV>fc, (1) ~ (4) (D^-?nfr—-D\Z 

25 (is) (i) ~ (4) <D^nfr~^\zmM<D&>rt?n*mM\Hx*mmt£& 

o 

(i6) (i) ~ (4) <D\*?nfr-rD\zmm(o?>rt2n<D±fcm&\zM'rz 
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sf^fflf«^«iS3>ifi-^±T«Fj£'r*xst&frty d) ~ (4) ©v> 
Tn*>-ok:iBit©^>^^fi*fctt-tne ) ©*aRtx/xtt (i) ~ (4) ©v> 

(17) S9E^>/1^H©St#:*3fifcWrs*«^ i#i«SIil-2O0 
^£ft3^>/^«©&#«^*^&£ (16) fclB«©Z^U-n>^S 

o 

10 (1 8)4#iBliSlC!Ei©S*iMiO^^, (Val26, Lys27, Glu47 
, Arg67> Lys83, Ser86) (DTS. J »»a£teffi^*r*«^©fll*ftfflVi* (1 7 

(19) (i6) ~ (is) ©v>fft*»— oiciBic^nfex^u— — >^m\z 
15 (1) ~ (4) (D^nfr—^\zmmznfc?>^?numffiMn£&&M2 

xsts^tr (i) ~ (4) (D^-ftifr—-D\zmm-£nfzd7>/U7m^fc\z j t(D 
misas/'XML (i) ~ (4) <D\,^n&—^\z&9L<o*>K#*<D7^Jikuw 

20 -->^& D 

(2 0) 3t#si3fij£a^ 1 ~ 2 o©vi-rn^icfB«$nfe^>A°^M©3i#:^3t 
^-r^if#*^v^T. (1) ~ (4) (D^n^—z>\zmwL(o^>A^m.<D7s. 
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i©sDsy;v«§t*»0&^b, ®i (b) msfci 2 © s d s y;v 
«^»0£^u hi (c) n mmm 3 © s d sym^ci 0* 0 

1 (d) tt, H»J4©SDSyjl/«^lb0Sr^f o 
H2», 6-Jfc$fc0»J©SD sy;W«^»0^^-Tc 0 2 (a) «Jfc«0!ll©S 
5 DSyjVSIWS^b, 02 (b) ttlttW 2 O S D S ^ *S 

u> 02 (c) sjt^^j 3 0 s d s yjvtttii ^^t . 

- 15 N HSQC*^ h;V^^To 03 (a) tt, 1 ^tc^^HX^^ b;V&* 
U 03 (b) tt, 'H - 15 N HSQCT,^^ b^^Sfo 

10 04H iH^J#^3^fB^$nfe^>/1^«©m7£^m^ ,I lX^^ h;Vi'H 

- I5 N HSQC*^ h)V&7sk-t . 04 (a) H l$Z7t&M%#*lX1!7 b)V&& 
Vs 0 4 (b) H 'H - 15 N HSQCX^ M1/£^T. 

- "N HSQC*^ MHfe?K*r. 05 (a) H 1 ^tcM^RIX^^ 
15 U 05 (b) H 'H - 15 N HSQC7«^^ h;V^^fo 

0 6(1 g5^J#^7 fc|S«^nfc^>A^M©m7n^m*HlX^^ h^^'H 

- 15 N HSQCX^ h;i/^^-T 0 06 (a) H 1 ^TC^i&^Hi*^ MVSrS 
U 06 (b) H 'H - 15 N HSQCX^ MV^-To 

H7tt, 2 9 3IBIIB. R^He L a!Bl&fefflV>fc£MttR©W«**S**r 0 

20 

0 8 11 ^WJ9<D^o:7,^>> f n-/^^ >^®ttUtS:*t0®fcft)l)f 
*n?i&£. l/->l»He L aM#3tfi^©±tit©#- tf«> . W->2ttHe 
LattfclKK-gamma (1-4 19) £ F L AG 82^.1 fcfSSiS-frfcfc© 
(*MB> , W>3H HeLalil:lKK-gamma (1-419) tC 
25 AP-G 1 y«F*-f >^>/^Sf (4 6 4- 5 5 4) F L AGBB^ttiJOb 
^: © $ © © I/— > ^^1~o 



WO 2004/016781 




PCT/JP2003/010288 



CAP-G 1 y«FpW >^>A^Sf, X«iH^J#-^ 5 KlfBttS tlfcT 

;mmm<DN3iiffifrt> om~ 1 oi©7$;^s^i^ hk:c so 

CAP — G 1 yll, cytoskeletal-associated-protein-glycine-conserved 
10 domain ©H&TfcrK »Jfirt/h»W^*e#*IBliart©*4x«K:tt^Ta«ta** 
fc-r*>/ , **«£iSj£1"a. CAP-G 1 y FtW >te> &£M£©I«V>8J4238I£ 
3^ £> & a if I) v^^W/u^M^^^tf [Riehemann K. , Sorg C. Seauence 
homologies between four cytoskeleton-associated proteins. Trends Biochem. 
Sci. 18: 82-83 (1993)] . Z.<D Y >*-£tS9 W^Itl/TIt JHMfiPVMStt 

15 tmfrW$:mwz-Tz>*pfflm7j?*>h\zmmirz>m kDa o^>/^*©^ 

^Xrestin) (ffllBR©U — ^ >/^R170 Sfctt CLIP-170 £ fcP? fc£*l£>) , 
W=ftHj#KD^-r^-^5 1 > [150 kDa CD^-f n>M5S^U^^F (DAP) ] , 

^I©£^&)&#"e&aDrosophila glued^-a-ft: , ^ife#SiSB©lfc/.h« 

20 ^KBIKK »«^>/1^KNIP100 (NIP80) , t h ^ > A * K CKAP1/TFCB , 
Schizosaccharomyces pombe 9 >/N°^M©alplK C. elegans <E>^ >A^5t<hit 
5££tl£F53F4. 3^»&ntv^. 

CAP-Glyfh^-f>^>/^i^it©iIi:o^Tit 
«fc«tt)CAP-Gly«h^-r> fc«JfiU«*ailW»*^* * - £ T^^tlfc £ 
25 it, CAP-G 1 y$IFpW >^ I KK-^>7 (gammma) 

£<h^$nfc CAP-G 1 y i H / -f >liiHIiI©IliIfef 

<D— «3T*at^»lTf#S. -Tfcfr^ *JIS0!8T«, CAP-GlyiF^^ 
>^>A^Sfte, HeLall (^SSfiUBlfi) Rtf 2 9 3 V>Tig 
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KK-g a mm ate, fefilSfNF - k B t^LTN F - k B<Dfc^fem 

p 5 0 hp 6 5 fccfc D^\^n^#:^^^bTVi^ 6 CAP-G 1 y#F^< > 
te, IKK-g ammatm&V, mmmmmm&Tii-fZtfrZ. IKK-ga 
5 mm a H^ITN F - k B O^^ji^Jfll^JbTV^ feOD <h#^-^> - 

£ 0 £©J;3fcCAP-G 1 y# F^W >tC«fc D JS«teJi^M<£M$ll£ "5 tt* 

nrzmmx>$>2> (ffl$c#-«*> Bioscience J3M^:/^U- ffiiAfe;^ • 0 
10 #PflMfc^ P113-115 ^±*t 2000)oiSi^mffi^5l^^^ , ri/^/^5X 
h— ^jtfe^^W^T*^) (Weinberg RA. The retinoblastoma protein and cell 
cycle control. Cell 81, 323-330 1995) o ^BJfcfiJffl bfdttte?- (K I 

AA0 8 4 9) t ho^-n^a^MsfoMHm^-efe^^^^^i^n 

(Nature Genet. 25,160-165 2000) o K I AAO 8 4 90Mt5^>/1 

tz, *mM<D?>^?n<DmmmmfcTmfemm*mz.z>£. CAP-Giyt 
20 £js^e>nt#3 0 

w ic in — o mm & ^ r z> ? > a ^ k £ <d m. *> m m •? % „ 
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£T\ ^(D&oteft'^mmtVTfe. IKK-gammat©«^tt©S^ C 
AP-G 1 y^K^-r>^>A 0 ^M^-r§^ J ^^'l4^±^e>tl ; &o 
5 IKK-gammaH inhibi tor-kappa B D , NF (Nuclea 

r Factor) -kBC^n. NF-kBH ftffi^D^U >k L«it 

fcteSSfc^R e l\zmm^^V, Re 177$ U-tMt5c 

**»*6nfc. NF-kBte&&^D:7U>^fc^0ffil£fcli*&3t^P 

, ^S'ltSO NF-kB^I KK-g ammai^l|^WlW5, 
15 iiifflJ&^ISMciJzO I KK-g ammattU >nmz&2>Tm&4K&g:tt. ^<D^ 
NF-kB*«)»ibT#8ftK:^ffbTSftat^0, fefiftlTK 
. IKK-gammaOij-^-yhttTlt IKK-a, IKK-/3, be 

i -3^6ntv^ e 



20 (^>A°^Jt<E>B3?ll) 

z\<Dmm h^-t ><7)T^/msH^j»c«kD#^>A^M«r^ii-rso bp^> 
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^Xfe^©fl|ffi^W^¥^ffl-Jf^W^:#& (#M2001 - 309434-^-BJ 
ffl*#BB)« deleted DNA^^'J-tGFP ©la^^-fr^gB 2002-262873 



( F * -f >««B2W A 0 ^ - >©fls«) . 

15 ±iaH^-r >mffimmrt*->\Zs ±m<D&5\zmj£-zn?t\**'(>mi&&M 

MtL\£, mi£ F ;* <i > fg« ON5KS«fl!l © F ;* -f K: 43 5 T 5 / Bl&£ <D 

25 ±|Et£5tFpW >«^cd FpW >i#^#IS$t§^tlTH AlAfcJLtfB 
Si^^LT, PCRfc:«fcDffr£T£:£&;^#tf £*U #£#112003-9880 
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W 11 ^ 

MB^1A° ^ - yo) c D N A £/B V>T*n-£n^ > A° £7 <&j5fc£ff 5 . 

10 > 37 > a 37 « #t pj^tt ^w^stUTSDs y «k o & tu $ *u 

20 ^ >^©*J3t*KTfc^-r. 

fcV>*-&»Vah Leu, Ile& E(D *^)1<M V >\Z e& jfef 3 S/^^O. 8ppm 
3£fcU istf-tJMfiftmmW (0. 7ppro&>&-0. 5ppmttifi) fc->7 ht«. 
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V 12 ^ 

, ^^4>T^^iti^^©Ta&n^#^is^^n-r, t^xsf dna 

5 , DNAWlf6n§, 

^7^5H DNAtUTH «ft*©^7X5t^ («*.fc£pRSET, PBR322 
, PBR325, PUC118, pUC119, pUC18, pUC19^) , ttfIft*®^7X5 F ( 
0iJ*J£pUBllO> pTP5#) , fi^CT'^T.^ H (^ij^.^YEpl3> YEp24, YCp50 
#) &£^#tf£>n> 77-^DNAtlTSA77-^ (Charon4A, Charon21A 

10 , EMBL3, EMBL4> AgtlO, Agtlh AZAP^) tfmtf*>nZ>o ££>&C, UhuO-t 

V -f ;i/ X ^ i7 ^ — £ ffl V £ <h t> TT £ & o 

n§:i«Ii?Jb§. #5gHJ0^^ — K:te> 7nt-^- 

^>^:K>K ^UA#^0->^±;1/, ®^^-7J-, U^V-A^-e-iB^iJ (SDSH^iJ) 



5 £3 KHi^l-SATS c <h Id J; Off 5 £ £#nr#&„ W«T3S**«AV^ t 
j5>5#< CD»-a-, — SfflViT^Hte»J&*fTt>nS. 21 HT, fitbXH 

XyS/xUtT • 3U (Escherichia coli) Wy^x U k7I> A^;i/X • X 
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U X (Bacillus subtilis) fO/^J^H, a - H ^ 3" X • ^ 
(Pseudomonas putida) m<0=/=L— F^E^M, 'J^/t^A^Unf^ (Rhizobium 
meliloti)^©U\/tf^AJRK:S'r*aea^W , 5n*. -y-^^n^-feT, • 
t 1/H^>x (Saccharomyces cerevis iae) , '>*/U"7 * D 5 tX • 
5 (Schizosaccharomyces pombe) momm. £&£C0SM, CMJ&^i&^lM^ 

^HtlTH m«i i r>xU fcT • nU (Escherichia coli) K12. DH1& 
Zfimvf e> *U tt^W tUTtt, Mfctf/WI/* • U X (Baci 1 lus subt i 1 is) 

T&nfc£vvrn£ffiV>Tfc«k^. fil^trp^n^E-^-, lac^n^E-^-, P L 
15 ^Dt-^-, p^n^e-^-fc^©, ^iltyT-^ft^t^^Dt-^ 
— 7&*fflV^e»n*. tac^n^E-^— feafoDckafc, A-feW^WJffl-afe^^nfc^n^ 

•*>&m^&J3& (Cohen, S.N. et al. (1972) Proc. Natl. Acad. Sci., USA 69, 
20 2110-2114), hD#W-V3 6tl^c 

HHSS^ti - «sj^^y5!jn5t7 ♦ -fel/ If ->x (Saccharomyces 
cerevisiaeh Z/V^yft n^irX • (Schizosaccharomyces pombe) , tft: 

7 • A°X hUX (Pichiapastoris)&£a*/8V>£>n<5o T/n^E-^ — £ 

bT«^«'f , r^^ > r^^ ! fe©T$>n^#^^s^n-r, ^i^^gaii^D^— ^ 

25 — , gallO^a^e-^-, t-hva^^^W^i^Dt-^-, MFaiyn^E 
PHOSyn^E-^-x PGK^n^-^-, GAP^a^E-*-, ADHyn^E— ^ 
AOXl^n^E-^— ^itf&ns. iS^cil^^^^-OiA^tU 
TH iflCDNA^iAtS^T^tiat^lES^nf, W^iXl/i'hD 
^W— v- a >i£ (Becker, D. M. et al. (1990) Methods. Enzymol. , 194, 182-187) > 
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X7iD^7^ hi£(Hinnen, A. et al. (1978) Proc. Natl. Acad. Sci. , USA 75, 
1929-1933), BfttUg^A&Utoh, H. (1983) J. Bacteriol. 153,163-168)^ 

mmmmzffi^zi'tzM'&te. ^jvmmcos-i. vero, -xaa**- 

5 (CH01HJ&) > v^XUM, 7 y hGH3, h bFLttlJI&te Eiflm V>&n*. 

^Dt-^-tLTSRaT'nt-^-, SV40^ n^E-^ — , LTR^ n^E— ^ — , CMV 

10 tfimVfbtlZ: 
15 

[#38 © ^ > A ^ ft fc^i" 3 U ^ n - -f)VmW<D f^SU 

3r © A ^ 3- A* > h & ffl T 1 00~ 500 At g-T 2fe ^ o T a. A* > h ^ b T 

tt, 7D^>h^7^a/t>b (FCAK 7 n-f > h^^7^aA*> h (FIA) , 

25 :il:^fTfcW. STXMF*iit*l.„ 

1~10HK $f^b< «2~3 [U^^^fT-5c fl/T, M©MB/)^6~ 
#:fl5©S!l^tt, »3fc$feffi8!lJ£& (ELISA ; enzyme-linked immunosorbent assay). 
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W W 

tktt&ft&mfete (RIA ; radioimmuno assay) Off "5 £ £#T#5o 

n*T, ScBa>&8ciIIWraWL »*b<tt2—35aiWrawr, «{£2~3tHff 5. ^b 



15 



#M£bTteP3X63-Ag. 8.U1 (P3U1) , P3/NSI/l-Ag4-L Sp2/0-Agl4& 
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bfc^x;l/^^Sn^>i§*±?fcD-^^$gSb, H^ft^'j^i* (EL ISA; 
enzyme-linked immunosorbent assay), RIA (radio immuno assay) ^\zk.-oXX9 

15 ^lo^HSMim^r rpmi-i64o^x«mem ^mm^mmmmmmmm^. 



WO 2004/016781 PCT/JP2003/010288 

V 17 w 

10 ^bu^A, amm-^, «StM^>^>, iSti, KBi*;V">^A<p*«fflVi6 

6~24R#ffifT"3. iSaUfflWK pH»7. 0~7. 5l:§jtt5. pHODIgteU £F£b< 

15 ~>U >*>t- h^1M * U >^©ffi&%SS&^fc^JnbT'b«J:V>. 

y D q£*_ ^ _ t b TijPH± © y n ^ - ? - & m Ktt&ffi^ ? * -T^M^m b 

U ^m(IAA)^£i&^C«JbTfcJ;V>„ 
Hjt)iB^^^^tbT#e>nfe^Mfem^«r^*'r ; 5)iS^«tbT«, — 

ttmmm&MKZtiz. mm\t, mm. 5%co 2 #«et, sT'c-ci-sosfr-?,, » 

25 t^ttMt^CTAtv^^X ^X->U >^©* ! L«M^itii!l^^JPbT ! fo 
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«> 

TKJ\ #fr&Hg 2000-17569 5 -^&£te8B*fc3nTtr>*. 

mm&mi&te, mm wx.\**mnm > Mm mmmmmnm) . 

Ojaati^TafeoTfecfcVi (Clemens, M. J. , Transcript i 
onandtrans lat ion — apract ical approach, 
(1984), pp. 231-270, Henes, B. D. tHiggins, 
S. J . H, IRLPress, Oxford) o 



WO 2004/016781 PCT/JP2003/010288 

19 



:U#V— A» t RNA&£<Z)^>/^St^J&K:&g&^#£^ 
tTCt*W*UVi. aatH*CDWStttt, WAtf P r a t t, J. M. 5, Tra 
nscription and translation— apractica 
1 approach, (1 9 8 4), pp. 1 7 9 -2 0 9, Henes, B. 
5 D. iHiggins, S. J. §§, IRLPress, Oxfor dfcEflt© 
^Ss*«ffiT*S. -yVy^Vv^\Z.^m¥ (P r a t t £>> 

utt^nKs 3 offljfittmarr&s. s 3 oguffltHfttt* ^hibl 21c 

o d o n Plus 1*3^ 6 mX\%¥ r a t t & (±if ) ©^fefcfle 
10 otiitfl)l/> SS^ttP r ome g alfc^No v a g e ntt^&f SRStl 



D i a 1 y z e r (^^^^) (S p e c t r umtl) 1 i d e a 1 y z 
e r (Sfitffitt) (P i e r c e *t») )W#Kf6n'*. 

*X^r- ;i/SJSffl^tttbT«, S p e c t r a/P o r (Sfti&ffi) 
20 atfrJB^aL— :/ (S p e c t r umftM) £0l!^cT#£o 

DNAt)l<ttRNA (mRNAl) > ATP (T5V^>5' -HU>») , 
25 GTP (^7/y>5' -H'J >gft) , CTP (^^>5' -HU>») , U 

tp w'jy>5* -=u>t) , mmm. mm, tssm* rn7~£b*»u 
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U X^1/>^U 3— ;i/ (^«#8 0 0 0) > 3' , 5' -cAMP> ^m^> 
^£|5fcV>&'b®#teJH"e#£. tt«?R, ATP, GTP, CTP, UT 

10 

mmm 

liitLTH MAtfH epes-KOH, Tr i s-OAc ©.fcSfcftflf 
MAfe£T 7 RNA^'J — T£f3:E<Dltim<DWm&®.m-e ; gZ> 0 

25 mt3a«fcb<«»#j8£fcifl£5I* 0 0-2 0 0 r pmSf 

(Dh&m-rzztfim&is^o affKo^iiR** 1 1 o o o o h > 
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W W 

^ — n? h^:7^ — > y;P5®^n7h^77^-, HPLC, 

<d m x 43 t zf o t- t -if Ma k: «k tK ism © & ic ffl e» nfc 9 tf&m 

15 



25 
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5 ffimn&&V>NMRi/>fi-)l><D&W%:g:tf\Z.< V^cg>, -?-<£> 3Tffi'i4tei^o 



fCffl^SJl t^T^^o # U-n>^7j£fe£bT«, ^07^U- 

^>/\°^K<D3£#«£te> NMRl:«fc5i»»#r, XHiilitot'Ciot 

25 

(NMR) 
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W 23 W 

SWT?* 0, M;U£, Clore.G. M. & Gr onenbo rn, A. M. , 

Science, 252, p. 1390-1399, 1 9 9 1 m<DX$k\zmW.2 

01-514239) o 
$f^b<H, I PAP-HSQCX^ h;K^iia'J^^ t fc^> 15 N- 1 HXtf> 

*B0D2OCDHSQC7^# h;i/£|WJ(l#fcfm'JL, h )1<D& V fcfri* 

2«gt£JUt(E>NMRi3acJ; KLfc^ls? hmm&ftt>tl2>a WAS, 2#tgNM 
Rtl/t^2D, DOQ-COSY, TOCSY, NOESY, HSQCf, # 
#7GNMR£bTte, HNCO, HCACO, HNCA, HCA (CO) N, H 
15 N (CO) CA, HNHB, C B C ANH, H (CA) NH, HBHA (CO) 
NH, HCCH-CO S Y V HCANH, HCCH-TOCSY, HCACON, 
15 N-NOESY-HSQC, 13 C-NOESY-HSQC GifitetoW/B <h bT 

rj (^ffilSu i 9 9 6,iEa#?&) ; rg*^ft^» SBi^^^ 

20 I3i ^>/^II. «m-«3fi*«f«feJ »1 8*NMRKlJ:*SC#*Jfi»«f 
(m^C{b#I^A. 2 0 0 1¥2^) 0*11^62 1, p. 4 5 

0 -4 5 9, 1 9 9 6 ; B+&£» 4b#<hXit ^49t fg 2 # p. 155 
- 1 5 8, 1 9 9 6^{:il$ntW. 



WO 2004/016781 PCT/JP2003/0 10288 

U<tt, <fc^>:7 h»JR©fc«)<0 5 b©tbT, NMR Pipe, PIPP, Ca 
pp, Fel ix, NMR View, XEASY, A#«afitHlV7 h£L-T 
X-PLOR, CNS> DYANA, DYNAMOS ^T«jS#P*T£fr 5 . 



5 (X»*gli«ji#flr> 

%ti\Z, Iiei© 3^7C«3SSH6)^fcbTVi< fc©-e$>§ (Blundel 
10 1, T. L. ^Johnson, L. N. , PROTEIN CRYSTAL 
LOGRAPHY, 1 -5 6 51, (1 9 7 6) Academic Press, 
New York) „ 



20 (-f >VUn U-n>^) 

FlexiDock, FlexX#©:7 l^^^^;VU #> HA-f >x-r >£f 5^5 aW— 5/a >V 
7 h^7XT£fflV>T, Oracled© U X^t&ittSnfciB^ 
25 (^MIOOO^T) tt&m<Z>7'1 7*7 V— 3.^15000031) £n>fc!a. 
-^^^'J-->m. ^©^^y^U— rt©^*»ttCONCORD^©yny 

o atomfe**©**^ Insight II^MOE^©^ al/-i fa >^D^A*ffl^ 
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FlexiDock: Tripos Inc. FlexX: Tripos Inc. CONCORD: Tripos Inc. Oracle: 
Oracle Corp. Insight II: Molecular Simulations Inc. MOE: Chemical Computing 
Group Inc. 



WO 2004/016781 PCT/JP2003/010288 

cn6©*a«5Wtt, ^j-hiisffi^sn^m^j, Jusau *g-&3W, swsu 
jftttau #@«14^J, aiftau mmm. mmmmu mmu 
mmm&m. mm<m* gfeitn. mwammtnE^m&miRv. *i*fc.fc?)« 

X^-^hU^A, ^^>, A, 7^ tiT^'A, if 

Ultco^filkg^fcQO. Olmg—1000 mg©IBH<&»!#S*aS.K;i 



20 (SH^iJcDi^BJ) 

[sa^j*-^ i ] 

CAP-G 1 y4HF*-r >^>/^Sf(K I A A 0 8 4 9 ^ J* (464-554) ) 

25 [|3?U#-*t2] 
[@3?|J##3] 

CAP-G 1 yih^'f >^>/^«(K I AA0 8 4 9 ^ >/1^K (454-5 54)) 

©75 /ke^js^t. 



WO 2004/016781 PCT/JP2003/010288 

[S3^J#^4] 

gB^iJ#-^ 3 (E> ^ >/1 # $| £ 3 — H t* * D N £ ^t. 

[E3Wf5] 

CAP-G 1 y&H*^ >*>/^K(K I AAO 8 4 9 ^ >/\° (454-559) ) 

7 ^ y m^SNTAPVQESPP, VSNQI**#tlD UfcT 5 7 BMB?U) S^rTo 
BE3WI6] 

@a?U#^5 C^W^lSn- Ft* SDNAgB^JSif o 
[IB?U#-^ 7 ] 

10 CAP-GlyiH^O^W^S (KIAA0 8 4 9 * W^R (464-559) 
[iB^I## 8 ] 

@E?iJ#-St 7 <D^>^^K&3— H-r^DNASB^J^^fo 
[@H^iJ#^9] 

15 KT©*IWTffl^6n5^7^ v-cD^iH^J^^Tc 
[@B^iJ#^10] 

[fBSW^ 1 1 ] 

£AT © HJIS^ITffl £> tl S ^ 7 -f V — <D ISS3^iJ «r iT . 
20 [13^J#^12] 

JEAT^mSMTffl 6 n S ^ 9 -f <Z>&ag2?!I Sit. 
[IB^J#-^1 3] 

1 4] 

[MB^iJ#^ 1 5 ] 
[@B#l#*tl 6] 



WO 2004/016781 PCT/JP2003/010288 
W 28 W 

[@H^J#^ 1 7 ] 
[IH^J#-^l 8] 
5 [IH^J#-^ 1 9 ] 

m&m^ 2 o ] 

in b t ^ j mwn % . 

10 HE#l#*f2 1] 

I KK- g amma (1-419) <D7 ^ J KE^S^T. 
\SM^ 2 2 ] 



15 mmw 
immm 1 ] 

(1) F^^>M©IS 

£t\ 1) <SCOPfe>^Vi-a-t>-&BH^Jic:oViT, *>/t#Kx— XSCOP 
(Vers i on 1. 55) fc^SnsE^JtffiKtt^feSlH^tfttBSnfc*^ 
£ Hy^>^bT : fa'lUfec=f : @I^^m^^<i:UTBLASTP^fiJfflb,E-value^O. 1 

25 2 ) <PFAM^>WV^teiiria^IK:oViT, * >/^S^^-7t-^^-X 
PFAM (version6. 5) fc^nSBB^n 7 t-T ;i/tffil^tt^a&^^^ffl^n 
fc*§£\ fOStSH^'f^iUTfabfc. ffi|WH4^m#^<tbTHMMER§fiJffi 
b, E-value^O. 1£AT© t y fc*-&K:*HHtetf**o fc iWr bfe. 

3) <ProDom^>Pp^V^^1i:gB^J^oViT> 3? W^K^-^-^-X 



WO 2004/016781 PCT/JP2003/010288 
W 29 W 

ProDom (20003U3 KWebJ: 0 MbfcA'-^ a » ^*n^> n >-fe>itXiB^J 

Lx^mvfeo nm^m^mtvx, blastp£*«jjbu E-vaiue^o. lfiTot 

5 4)<NR^>P^V^t)iirE^JfcoViT, ^>^^KIH^J^-^-k>y F (NCBI-nr) 

\zttVT*iksmz£2>mm'&tkm&n^. E-vaiue^o. mr<D\iy htf&^fcm 

5) <PASS^>P^ ^&t) J &ffim\Z~D ViT, ^ W^KSB^Jt 1 — ^izy F 
(NCBI-nr) IC^bTBLASTPlCi^ffil^'tt^^fTV^ ^tt/^ffi£nfcitS£ 

6) <No Hiti£>J£A±l) ^£5) s-eo^^ovi-rn^ffi^Tfe F^^> 

15 mmfz-ox^&m&ommmmzi) ^ii^tut, £rF2) , 3) , 4) , 
5) , 6) <Dmf¥£v, k7hWi^ott/^i)0©^ K^-r >^#©-rn 

J^±©V^tl^©^T*i^$nfe F*-T >I^©3^, Low-Complexitym& 
20 (m^14Oi£V^|B^JM^)^l^m^±Wt-^^O^,^30^S^m^©t)<D«, 

KIAA0 8 4 9^>/^I (CAP-G 1 yitF^W >3?:w^K) ©7^ 

/m^#-^496-539<£>t5H£ F*-T CCD F*-f>fiTO3:> 

25 Low-Complexity®^ mm^m^mmm <£S*>302S*^±T& 

(2) 3>X F^ FcDggSg 
H©K I AAO 8 4 9^ W^Jt*CDX== /mB^#-*t496#^£ 539#£-T? 



WO 2004/016781 PCT/JP2003/0 10288 

^zx\ z.oimiz.F*^ >®75 ymmm&mmizvx, kiaao 8 4 9^ 
yAzmvm ymmmzKis, ««tj£F*-f ><d >^#co&®^n*^ 

10 h^micW^^^bfeo 

IP^, #!l;U;£K I AA 0 8 4 9 ^>A°^M©T5 ym^#-^496#^*^i: 

K I AAO 8 4 9 ^>A°^J|©T^ /M^X#-^539#£S2P£U N 
*«|J 5 3^lf^ 2 it, * feC^MiJ 5 ^SfO #S $ Ufc A ? - > £ 

15 n'enmmvrzo 



mmm 1 ] 

#r£ffl^T$?iIftCAP-G 1 y$IKpW >*^TZ>K I AAO 8 4 9^>A^ 
M (464~554) : (@E?!l#-if 1 ) £:^T^Lfc3gJ|i : £l&BJ-r3o 

(i) mm^zp-vmrn 
(D ^pcr 

25 KIAA0849 ^>A^K^3— Ft^cDNA (DDBJ accession No. 
AB020656. 2) ^7X5 HpBluescriptll SK+K^ a-Vfl^tlfc^T^ F £ 

^tsmm^mmmmm^m^x, 5' y^-r^-i (@a^ii#^i4) > 3' ^ 
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mil Il^PCR^OSJSfi^ 



mm 



m mm 



(Xl/10 3mL 



) 



5' :/^-T ^r— 1 0. 25 AtM Anl 

3' ^7-f7-l 0. 25^M A til 

dNTPs (m^^) 2 mM 2m L 

Expand HiFi^KiS (15mMJ£fcvy* (10X) 2/zL 
^A^r) (ny^o.) 

MM^tK 4. 85 

DNA^"J^7- M in y 5s a.) 3.5 U/ 0. 15#L 



(X 3/200) 

0. 05 nU 
0. 05 
0. 2 mM 
(IX) 



0. 02625 U/ 
ML 



20^L 



5 <£> fg2#PCR 

^^.±fHRi^^J;oT#e>nfcm 1 &P C RM3£> TT^n^E-^-iB^J^T 
^^His^^@S^J^r^i"^5' ^^-rT-2(iH^J#-^l 7) £T7^-$^-^-IB 
^J^Wr^3' ^^-r^-2(@H?iJ#-^l 8), ^t^a.-A*— v-U2(@B^iJ 
#f 19) ££J3V>T>fg2:&P CR^tf ofec PCRRM«HS2l:^tI 

10 D£U yn^^A«±fBmi^PCRilHil<hbfeo 

[g|2] m2frPCRfcfo<DEimm®.f8. 

®m mm. mum n&mm 

^l^PCRti mM) (Xl/5) 5/zL (Xl/20) 

5'^7-f7-2 2juM 0.5aiL 0.05mM 

3'^7^^-2 2/aM 0.5mL 0.05/iM 

l-n- i7-;l/^^-r U2 100 AtM 0. 2aiL UN 



WO 2004/016781 




PCT/JP2003/010288 



dNTPs 2 mM 2p.l 0. 2 mM 

Expand HiFimW^(15mM^b*7^'> (10X) 2mL (IX) 
^i^W) (ny>i) 

MM^g7K 9.65 m 

L 

DNA5j?U^7-if (D7'>a) 3. 5U/M 0.15m 0. 02625 U/ 

L L Ul 

^tH» 20ML 



C<D^I, TTyn^B— ^-OWTT, His^IB^K I AAO 8 4 9^> 
A°^ft (464~554) £ <DM&# ^A^SS^StS £ ££>T£5 IftflWfc— *SiD 
NAfrJf fcifflg^fco 
5 (D VU-y\\L 

±fE|g2&PCRRj&^£9*£nfcDNAI^Jt£, T0P0 TA-^n-->^ 
(cloning kit) «>t£hn>>x> (invtrogen) ih) p 
PCR2. 1 H>HhDyx>t) fc^O-Wb"^^^^ ^M^??- 
P011213-03£lgggbfco 

10 

(2) KIAA0 8 4 9^>/^I (464-554) ^>A^«<D3g31 
(D M«Tfe^fflV^c«iilffl^^>A*^K^^^{C<i;^ 15 N^^CAP-G 1 yU^ 

^IIS3 0aHiW5, Zubay£> (Annu. Rev. Geneti. 7, 267-287, 1973) 
15 SCfot, *B§mBL21 3F> (codon plus) Wfr t>MMVtc. B 

M^»«©^^^30ml(DXy-;V"e,M^:30 < C (C^b^O-^fTofeo 



[^3] &mmmi& 



Hepes-KOH (pH 7. 5) 58 mM 



WO 2004/016781 PCT7JP2003/010288 

W 33 W 

DTT 1. 8 mM 

ATP 1. 2 mM 

CTP 0. 8 mM 

GTP 0. 8 mM 

UTP 0. 8 mM 

9 1/7^>'J >M 80 mM 

^l/7f >^t— if 0. 25 mg/mL 

^Ux^l/>^Uin-;V 8000) 4.0 8! 

3", 5'-cAMP 0. 64 mM 

L (-) -5-7 1 ;V-5, 6, 7, 8-f h 7 k H nli 68 mM 

JzMm] — 37;i/tRNA 175 ,ug/mL 

^;V^5>m*U^A 210 mM 

ltK7> ; &-9A 27. 5 mM 

Stm-V^^^^A 10. 7 mM 

[ 15 Nlii#:7$/i5^Xft- 3 mg/mL 

L-[ 15 N] 1 mM 

L- [ 15 N] h'J^h77> 1 mM 

L-[ 15 N] > 1 mM 

L-[ 15 N] 77/^^> 1 mM 

TvMfc^hU^A 0.05 % 

T7 RNA #U *7-if 66. 6 Mg/mL 

S 3 OttfcBfS 30 % 

H1DNA (P01 1213-03) 1 Mg/mL 



[^4] @»f^m^ 

mm nmm 

Hepes-KOH (pH 58 mM 

7. 5) 



WO 2004/016781 PCT/JP2003/0 10288 

DTT 1. 8 mM 

ATP 1. 2 mM 

CTP 0. 8 mM 

GTP 0. 8 mM 

UTP 0. 8 mM 

#WJ>i? 80 mM 

0OTJ>W-t* °- 25 mg/mL 

^'JXfV>^'j3-JV (^^S. 8000) 4.0 3$ 

3' , 5' -cAMP 0. 64 mM 

L(-)-5-7*JV5;H, 6, 7, 8-fh5t FnJSlft 68 jliM 

^;1/^^>M*U^A 210 mM 

g£M7> ; E-T7A 27. 5 mM 

fft^^^'>9^ 10. 7mM 

[ ls N]W75yi5^Xft- 3 mg/mL 

L-[ l5 N]vXf-f> 1 mM 

L- [ 15 N] h'J^h77> 1 mM 

L-[ ,5 N]^;V^a> 1 mM 

L-[ 1S N] T7.A°7^> 1 mM 

TvMfc^-hU^A 0-05 % 



© sd sy;i/*&*»te«fc53B5i#tB© ! BIJ£ 

^©»*SH1 (a) 01 (a) frS, KIAA0 8 4 9^>/^g 

(464-554) (SH^J^lidBfcCDTSymSa^J^^r-rSCAP-G lyih^ 
-f >^>/1^») tf%mVT\t*Z>ZLLtfTm$&T&tzo &43, 01(a) fC&UT* 

10 &*-r. 



WO 2004/016781 
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[^2-4] 

(Do%, KIAA0 8 4 9^>A'^1 (454-554) («M 2 ) , KIAA0 8 
5 4 9 (454-559) (^#6#J 3 ) , K I AA 0 8 4 9 ^ >/\°#8 (464- 

559) (^lM4)tOViT^bfc. ^tl^cD^^, £TFf:ilftBJit-3o 

n^n^5\z^£?\zftx^numzmffim\hmm\zVTm^2?-&M 

10 -otzo 



[g5] % 1 C RTO 2 C RTffl V^c#^7-f ^-^TO^ 





fgl&PCR 


^2^PCR 




5'^^-f 




5'y^-r 








-7— 1 


i 


V' — 2 


T — 2 




i | 






IE 


IE?U#-^ 


1B^J#-^ 1 9 




1 4 


1 5 


1 7 


1 8 




2 










@B?'J#-^ 1 9 




1 3 


1 5 


1 7 


1 8 




3 






IH#I#-^ 


IB 


1B^J#-^ 1 9 




1 3 


1 6 


1 7 


1 8 




4 










@3^J#-^ 1 9 




1 4 


1 6 


1 7 


1 8 





15 mfezn-otzo 

01 (b) -01 (d) 01 (b) te, »2®SDS 

y;l/m^K0Sr^b, El 1 (c) te> ^#£M3<£SD sy;W«^ffr0£^U, 
01 (d) teU HSI#tl4©SD sy;V«m^cWl0^^-ro &43, 01 (b) —0 4 

i (d) \z&i>t, mi v->fem%m<DE&y7?i/m>ik^$s?>n>7n. 

20 M«7-*-W->£St. 01 (b) Clt KIAA0 8 4 9^>/^I (454 . 
—554) \z1fil&-TZ>%LW.\zn> h'^B&tl§. ^©^t^e>, ^i£M2 fo:fcV>T, 



WO 2004/016781 PCT/JP2003/0 10288 

KIAA0 8 4 9^>/^I (454-554) J^3ibfc Z. b.Hfit>fr%o &tc. Ml 
(b) tmmzhX, Ml (c) fr£>, fHWJSfcl&^T, KIAA0849^ 
>/^R(454~559)#§B^bfc2:fc#:foj&>S. Ell (d) ^&KMiM4 

ICfeViT, K I AAO 8 4 9 * >/1£St (464-559) ^^bfeU fc*«t)^*. 

5 

±^®J;5i:lTMUfcn>^ KIAAO 849^>/^ 

I©7 5/i^Sf^4 7 4#@*>e» 5 3 9ta075;illH?iJ^tt§^'J^ 
^Fa (Jt««l) > 75;tSS#§4 5 4#Btf>6 5 3 9#g©757i 
10 EWSW-TS^U^^Hb Ufc«08 2) , ^75;i^S#^4 5 4#g^ 
e> 5 4 9#B<7)7^ yKBB^J^-rs^U^^H c (Jt«0l 3 ) fc^T, _h 

»fM-*»MDNAt bT^^i^K^Sffofe. ^WU l k:*vt*JBl 

& P C R ffl V <i V- 1 b T te> *Jt tfcfll Kit b fc «b © <h b TIS H- b 

15 r=i ;mmm<Dh(D\zmit£ e 

frofco la 2 KiJti&Wc&ttSS D StfJimm.tfcWjm&T&'To 0 2 (a) ttHs« 
CDSD SyjH^»0S*b, 0 2 (b) &Jfctfc0tt 2 © S D S dr*;i/«ft* 
»j®£^b, 0 2 (c) ttJfc«M3©SDS^;V«^Cac»BI*^t". fcfc* f& 1 

m2 (a) ic4sviT> #u^^ h a©T^ ymia^j^e.tiS^n^>^ : ?*T 

<&3MW= 11. lkD a<DftgfcA*> H^nTV^Vi. tfc^T,H2 (a) 

So 

25 ^2 (b) \Z^Xh, 3^U^^Hb<DT^/MBB^J^6>ti^$nS 

^IT?*5 13. 1 kDaOffi»l:/OH*JantV^^. bfc#oT\ HI 2 
(b) JtttM2Kl^ViTtt, Bfi?ltt5^>/^I^SU^feui: 

&fc®2 (c) Kl$3V>TWu ^U^Hc©75;Ki3^6M$n5^ 



WO 2004/016781 PCT/JP2003/010288 
W 37 W 

fltfe§14. 2kDatcW?)tf < };Dfe^ ±«fcA> F^n/t. bfc 



5 [^JS^J 5 ] 

5, m&mm \zum^ntz.^yn^m.) \z~d^x, iiM^ttiL 



(1) 15 NiiF/^f>oii 

3 il©Kj£i£&4. 2 ml©i5fe^a««[50 mMU >m^~ h U V A (pH 8. 0)/300 mli&ft; 
^-b'J^A/10 mAH 5 y*/— JH T?#3R, HURb, 1960Xg, 5#ffl5&ifrbTifcK 
15 £HxDI^V>fco #fe±m^0. 8 mKDNi-NTAmflg(^rTy>&)^iibT^* 

9.6 ml©tfc^»«?K%iSTCltT3«5SI'»&l^*bfc. B.mzA ml©^ffi&i 
ffiffi [50 mMU >Mi- h'J^A (pH 8. 0) /300 mmtj- h U 9 A/500 mJH 5 ^V— 
;W Srilf CtT, 1^>^;V^^J3g^e.^il$ii-7co ^±cD^JHfc^D, 0.88 mg 

20 

(2) «tjfi5fe3ttt»ffi©fc«)©tt»il« 

A (pH 6. 0) /100 mM^b^- h U >)A»tiilfc.fCEit>yj^O. 25 ml (U* 

25 >2; 1f;WHJ#Xft) £J3V>Tffofco *«K0. 03 ml(2«7.K£^bfct3->:/ 
JMC^flnbT, *3SSfc£teffffiJfltt»£b;fc. 



(3) NMRi£K«kSiISJ&ttff« 



^ n«£M? (5 mm^P- 



WO 2004/016781 
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7m)*mte1t. NMRi^tt, 600 MHzONMR^M (Avance600; — %L) 

jl/tKE), *5cfct)? 1 H- ,5 N2^7EHSQCX^^ h;M£U£ 15 N-HSQCX^ MWfcMHB) 
5 ^To 



[*6] «IB^ttfP«Ofe8e>©NMR^^# 









Wi 


H 


14§ 




ID 


128 


•H: 2822 


Hz 


>H: 8013 


Hz 


! H: 8192 


15 N HSQC 


16 


•H: 2822 


Hz 


»H: 8013 


Hz 


'H: 2048 






15 N: 7085 


Hz 


,5 N: 2190 


Hz 


,5 N: 128 



&mznr£?>rt&m<Di&7tmmm. : &m7>^? mi^'h - i5 n hsqcx^ h)v 

^^-To 0 3-06 fc&^T, 0 (a) l^TcTOm^RiX^^ h)V 

s«u 0 (b) », »h - 15 n hsqcx^^ h;i/^s-r» 

03 (a) ~i6 (a) Ictt, 1 ^ctcS1K^»»X^^ MKBpWMBttOffi 
15 $&i§#J (0. 7ppmj&> 5-0. 5ppmtti£) fc, mmm^y h b/tv'^^B* Stifc. * 
fc> 03 (b) -06 (b) tett, I5 N-HSQCX^^ 7ppm*> £> 9ppmtcto 

JBJUbO.fc'SK:, ±IB©HSSMl-4{C^3ViT«, iSKIAA0 8 4 9^>A 

h^^r^^bT^>/i^K^^ffv^^i^^iixt#bfe^>A o ^M^SDS^;i/« 



WO 2004/016781 PCT/JP2003/0 10288 

5 ) cap-g i yWH^'rxDTsyiiEjaftjEflttetfcSTrfrfcJit^msn 

ft. 

ilMl©KI AAO 8 4 9^>/^» (464—554) : BB8I## 1 £ 
10 ^^tl?.75 ^BfciB^JSrWrs CAP-G 1 ysSS F*-r >*>/^K&m>T\ 



WJ 6 ] 

t: h^-^>mmmmm\zm-^t^^>^mm^ <kiaao 8 4 9) nm\z 

15 ttn^CAP-G 1 y«IH^-r Wl^ftONMRfcckSllHtfcjt 
(1) 13 C ,5 N^F^-f >©*iM 

# in b *> © T & 9 , z.n e> © #JdIH^J te&^fltit V * # A & t> © t? & 

BB$g$-f§- 1 Kia«$nfc*56§i©^>/^^«©Afr«ijfi^Bi-r*flias#s - 1 

25 #&nfeiSMm^a^^M3t^mffl©IS^^iim#^>/^HM^^ffl^ 
TifoIS^i^O. 8mM tft^STil^lfco NMRMIASi 

t&^Bi£©3fifi£teU 20mM U^ith'J^AlSf^ lOOmM^b^" h U O A, 1 mM 



WO 2004/016781 PCT/JP2003/0 10288 

5 

(2) NMRfc'JS 

NMRiiHH X • y;V*-tt«DRX600^J:r«)KX800*«fflbfc. £T 

itlT, -^tgX^ h;VK3:>H- I, NHSQC, H&tgX^ WW2HNC0, HN(C0)CA, 
10 HNCA, CBCA(C0)NH, HNCACB, HBHA (CBCACO) NIL H(CCC0)NH> C (CCCO) NH, 15 N-edited 
NOESY flaa'>^;V©»JII*BWa:bfcNMR^tti:UT, 
=:&tgX^ hMS'H-^C HSQC> H&tcX^ h;W£J3MH£^#MJ3HCCH-C0SY, 
UgHCCH-TOCSY, |W| 13 C-edited NOESY, 2f#Be3&ffl00ffiHCCH-COSY, l^ 13 C-edited NOESY 
$e,JCHNHB, HN(CO)HB&»Debfc. 

15 

(3) an^x-^©*?*? 

^> (Octane) 2, &&ZJWrV Vy (Origin) 3800£ffl^T:7 — Ux£ife£rJf& 

atHIS, 75 FXODzRH^TS^HN, 75 l*g<0g*gn?(&*N*3i««fc:»« 
lScT^^^^;i/^HNCA±^mb,g#tl^^t-^^^CQ!^^;i,©^I^ : & 

H«©»f^*ff'5JliK«fcO, C(CCC0)NH , CBCA(C0)NH£ HNCACBlCfc DC/3 
±;K H(CCC0)NH, HBHA (CBCACO) NH£ 15 N-edi ted NOESY ck D H a , H/3~>^;K 
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-^^ffiViTr, 5, e, 7?&<7)£*lt^ ^St^ 7K fit $C<D!l§JjS£fT 5 » £A 

15 N-edited N0ESYJi©1142M©->^;K 0ra^#i$Iffl 13 C-edited NOESY 
5 ±CD2158<@GD~>^:*-;K ^#i£^#Mffl 13 C-edited NOESY±(D209<@©v^±;^ 
SSgHfiJIS^-^^^feo ^'j§JS©^fc#e>nfcCo!, C , Hot, H/3 > HN> 

z-mnM-c^m-t z>v y h^xyTALos^js^T, w%mizi$-rz>(t>, ^m^-^ 

« u fcisif MPS^^fe $ nx v> fz v^noei^ £ Jtttlft *t b £ ft jgfc *ff o fee E 

^t575;tm^©MS^ ^©JS^fflfc^UTO. 29A, 
(4) 

^TOtt^St**?*— ^nH>T-^A>^ (PDB) (0:7*- V 

x$>z>z.£&7fl, 2&mn, ^<DmT<om&*> sweats. ;mn&m\z& 

#TAM 9^iJ@«, ^CDHH^^W^ (^BJfc^TteT^Tl.OO) 
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i 

ATOM 1 N GLY A 1120.138 11.140 -2.903 1.00 0. 00 N 

ATOM 2 CA GLY A 1120.658 10.305 -1.785 1.00 0. 00 C 

ATOM 3 C GLY A 1120.202 8.862 -1.879 1.00 0. 00 C 

5 ATOM 4 0 GLY A 1119.025 8.590 -2.119 1.00 0.00 0 

ATOM 5 1H GLY A 1120.758 11.050 -3.733 1.00 0. 00 H 

ATOM 6 2H GLY A 1120.103 12.139 -2.617 1.00 0. 00 H 

ATOM 7 3H GLY A 1119.180 10.832 -3.164 1.00 0. 00 H 

ATOM 8 1HA GLY A 1121.737 10.331 -1.802 1.00 0. 00 H 

10 ATOM 9 2HA GLY A 1120.312 10.720 -0.850 1.00 0. 00 H 

ATOM10 N SERA 2121.135 7.935 -1.688 1.00 0. 00 N 

ATOM11 CA SERA 2120.822 6.512 -1.752 1.00 0. 00 C 

ATOM12 C SERA 2119.883 6.109 -0.621 1.00 0. 00 C 

ATOM13 0 SERA 2119.959 6.647 0.484 1.00 0.00 0 

15 AT0M14 CB SERA 2122.107 5.683 -1.684 1.00 0. 00 C 

AT0M15 OG SERA 2122.628 5.441 -2.980 1.00 0.00 0 

AT0M16 H SERA 2122.055 8.214 -1.500 1.00 0. 00 H 

AT0M17 HA SERA 2120.333 6.322 -2.695 1.00 0. 00 H 

ATOM 18 1HB SERA 2122.846 6.217 -1.107 1.00 0. 00 H 

20 ATOM 19 2HB SERA 2121.896 4.735 -1.211 1.00 0. 00 H 

ATOM20 HG SERA 2122.628 6.259 -3.482 1.00 0. 00 H 

ATOM21 N SERA 3118.997 5.160 -0.902 1.00 0. 00 N 

ATOM22 CA SERA 3118.042 4.685 0.092 1.00 0. 00 C 

ATOM23 C SERA 3118.645 3.564 0.933 1.00 0. 00 C 

25 AT0M24 0 SERA 3118.658 2.404 0.523 1.00 0.00 0 

ATOM25 CB SERA 3116.764 4.194 -0.591 1.00 0. 00 C 

ATOM26 OG SERA 3117.063 3.463 -1.768 1.00 0.00 0 

ATOM27 H SERA 3118.986 4.769 -1.801 1.00 0. 00 H 

AT0M28 HA SERA 3117.798 5.513 0.739 1.00 0. 00 H 
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AT0M29 1HB SER A 
AT0M30 2HB SER A 
AT0M31 HG SER A 
AT0M32 N GLY A 

5 AT0M33 CA GLY A 
AT0M34 C GLY A 
AT0M35 0 GLY A 
AT0M36 H GLY A 
AT0M37 1HA GLY A 

10 AT0M38 2HA GLY A 
AT0M39 N SER A 
AT0M40 CA SER A 
AT0M41 C SER A 
AT0M42 0 SER A 

15 AT0M43 CB SER A 
AT0M44 OG SER A 
AT0M45 H SER A 
AT0M46 HA SER A 
AT0M47 1HB SER A 

20 AT0M48 2HB SER A 
AT0M49 HG SER A 
AT0M50 N SER A 
AT0M51 CA SER A 
AT0M52 C SER A 

25 AT0M53 0 SER A 
AT0M54 CB SER A 
ATOM55 OG SER A 
ATOM56 H SER A 
AT0M57 HA SER A 





43 


one o on 
olio. ZZU 


0 ceo 

o. boo 


o i i a i c o 

olio. loZ 


C A A A 

5. 044 


o 1 17. loo 


a nco 

4. Ooo 


A 1 1 A 1/10 

4119. 143 


O A O A 

3. 920 


A 1 1 A H a 1 

4119. 741 


a Ann 

2. 933 


A 1 1 A 707 

4119. 727 


3. 367 


A 1 1 Ci AO J 

41 1 8. 924 


A ft 1 ft 

4. 213 


Attn i nr 

4119. 105 


j| ft /> A 

4. 860 


a 1 i a 1 A r 

4119. 195 


n ft n p 
2. 005 


a i ft a n r* a 

4120. 764 


ft *~r o *t 

2. 767 


r* 1 a a n 1 f* 

5120. 616 


n nor 

2. 785 


r* -t ft ft n ft ft 

5120. 703 


3. 116 


r « n n ft r" ft 

5122. 050 


ft nr ^ 

3. 754 


5122. 125 


A ft ft »7 

4. 697 


f 1 ft A 4 ft ft 

5120. 499 


1. 861 


5119. 829 


n 1 A ft 
2. 169 


5121. 230 


ft iin 
2. 118 


i— < -f r\ ft 4 ft 

5119. 919 


ft O ft A 

3. 824 


r* i 1 ft ft ft ^ 

5119. 907 


1. 147 


5121. 461 


1. 428 


r~ i ft ft it n r 

5120. 475 


2. 376 


n < ft n i ft ft 

6123. 109 


a ooo 

3. 233 


6124. 454 


O 7C 1 

3. 7ol 


1 ft A ft ft 1 

61 24. 821 


a 7on 

4. 789 


O -1 ft A H ft A 

6124. 732 


A COO 

4. bZS 


o 1 ft r* /i <7 n 

6125. 472 


O £ 1 1 

Z. bl 1 


6126. 514 


2. 846 


6122. 985 


2. 481 


6124. 467 


4. 223 



PCT/JP2003/010288 

0. 087 1. 00 0. 00 H 

0. 854 1. 00 0. 00 H 

2. 510 1. 00 0. 00 H 

2. 114 1. 00 0. 00 N 

2. 993 1. 00 0. 00 C 

4. 446 1. 00 0. 00 C 

4. 840 1. 00 0. 00 0 
2. 388 1. 00 0. 00 H 
2.901 1.00 0.00 H 
2. 689 1. 00 0. 00 H 

5. 244 1. 00 0. 00 N 

6. 6.62 1. 00 0. 00 C 

6. 990 1. 00 0. 00 C 

7. 777 1. 00 0. 00 0 

7. 513 1. 00 0. 00 C 

8. 723 1.00 0. 00 0 

4. 870 1. 00 0. 00 H 
6. 886 1. 00 0. 00 H 

6. 961 1. 00 0. 00 H 

7. 747 1. 00 0. 00 H 

9. 402 1. 00 0. 00 H 
6.381 1.00 0. 00 N 

6. 607 1. 00 0. 00 C 

5. 552 1. 00 0. 00 C 
4. 353 1. 00 0. 00 0 

6. 594 1. 00 0. 00 C 

7. 526 1. 00 0. 00 0 
5.763 1.00 0. 00 H 

7. 579 1. 00 0. 00 H 
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AT0M58 1HB SERA 6124.978 1.686 6.853 1.00 0. 00 H 

AT0M59 2HB SERA 6125.901 2.525 5.606 1.00 0. 00 H 

AT0M60 HG SERA 6126.892 2.007 7.803 1.00 0. 00 H 

AT0M61 N GLY A 7125.235 5.968 6.007 1.00 0. 00 N 

5 AT0M62 CA GLY A 7125.610 7.027 5.088 1. 00 0. 00 C 

AT0M63 C GLY A 7127.112 7.214 5.001 1.00 0. 00 C 

AT0M64 0 GLY A 7127.869 6.243 5.033 1.00 0.00 0 

AT0M65 H GLY A 7125.286 6.119 6.974 1.00 0. 00 H 

AT0M66 1HA GLY A 7125.230 6.788 4.107 1.00 0. 00 H 

10 AT0M67 2HA GLY A 7125.161 7.951 5.421 1.00 0. 00 H 

AT0M68 N LEU A 8127.545 8.467 4.889 1.00 0. 00 N 

AT0M69 CA LEU A 8128. 966 8. 780 4. 795 1. 00 0. 00 C 

AT0M70 C LEU A 8129.559 8.221 3.505 1. 00 0. 00 C 

AT0M71 0 LEU A 8130.682 7.717 3.493 1.00 0.00 0 

15 AT0M72 CB LEU A 8129.719 8.220 6.004 1.00 0. 00 C 

AT0M73 CG LEU A 8129.030 8.435 7.352 1.00 0. 00 C 

AT0M74 CD 1 LEU A 8129.288 7.256 8. 279 1. 00 0. 00 C 

AT0M75 CD2 LEU A 8129.506 9.731 7.991 1.00 0. 00 C 

AT0M76 H LEU A 8126.893 9.197 4.867 1.00 0. 00 H 

20 AT0M77 HA LEU A 8129. 068 9. 855 4. 786 1. 00 0. 00 H 

AT0M78 1HB LEU A 8129.853 7.157 5.856 1.00 0. 00 H 

AT0M79 2HB LEU A 8130.692 8.685 6.043 1.00 0. 00 H 

AT0M80 HG LEU A 8127.964 8.510 7.196 1.00 0. 00 H 

AT0M81 1HD1 LEU A 8129.004 7.522 9.286 1.00 0. 00 H 

25 AT0M82 2HD1 LEU A 8130.337 7.002 8.254 1.00 0. 00 H 

AT0M83 3HD1 LEU A 8128.704 6.408 7.952 1.00 0. 00 H 

AT0M84 1HD2 LEU A 8130.301 9.516 8.691 1.00 0. 00 H 

AT0M85 2HD2 LEU A 8128. 684 10. 199 8. 512 1. 00 0. 00 H 

AT0M86 3HD2 LEU A 8129.872 10.397 7.224 1.00 0. 00 H 
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AT0M87 N ALA A 9128.795 8.314 2.423 1.00 0. 00 N 

AT0M88 CA ALA A 9129.241 7.818 1.128 1.00 0. 00 C 

AT0M89 C ALA A 9129.592 8.968 0.192 1.00 0. 00 C 

AT0M90 0 ALA A 9128. 799 9. 890 0. 000 1. 00 0. 00 0 

5 AT0M91 CB ALA A 9128.171 6.934 0.504 1.00 0. 00 C 

AT0M92 H ALA A 9127.908 8.725 2.497 1.00 0. 00 H 

AT0M93 HA ALA A 9130.123 7.216 1.289 1.00 0. 00 H 

AT0M94 1HB ALA A 9127.782 6.258 1.251 1.00 0. 00 H 

AT0M95 2HB ALA A 9128.602 6.365 -0.308 1.00 0. 00 H 

10 AT0M96 3HB ALA A 9127.369 7.552 0.126 1.00 0. 00 H 

AT0M97 N MET A 10130.785 8.908 -0.389 1.00 0. 00 N 

ATOM98 CA MET A 10131.242 9.945 -1.306 1.00 0. 00 C 

ATOM99 C MET A 10131.920 9.331 -2.528 1.00 0. 00 C 

ATOM 100 0 MET A 10133.135 9.442 -2.697 1.00 0.00 0 

15 ATOM 101 CB MET A 10132.206 10.896 -0.594 1.00 0. 00 C 

ATOM 102 CG MET A 10131.568 11.663 0.553 1.00 0. 00 C 

ATOM 103 SD MET A 10132.377 13.245 0.863 1.00 0. 00 S 

ATOM 104 CE MET A 10132.247 14.013 -0.751 1.00 0. 00 C 

ATOM 105 H MET A 10131.373 8.148 -0.197 1.00 0. 00 H 

20 ATOM 106 HA MET A 10130.376 10.503 -1.632 1.00 0. 00 H 

ATOM 107 1HB MET A 10133.031 10.321 -0.200 1.00 0. 00 H 

ATOM 108 2HB MET A 10132.585 11.609 -1.310 1.00 0. 00 H 

ATOM 109 1HG MET A 10130.531 11.846 0.314 1.00 0. 00 H 

ATOM 110 2HG MET A 10131.629 11.062 1.448 1.00 0. 00 H 

25 ATOM 111 1HE MET A 10133.228 14.073 -1.200 1.00 0. 00 H 

ATOM 112 2HE MET A 10131.839 15.007 -0.644 1.00 0. 00 H 

ATOM 113 3HE MET A 10131.598 13.422 -1.380 1.00 0. 00 H 

ATOM 114 N PROA 11131.139 8.673 -3.402 1.00 0. 00 N 

ATOM 115 CA PROA 11131.671 8.043 -4.613 1.00 0. 00 C 
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116 C PRO A 11132.451 9.024 -5.486 1.00 0. 00 C 

117 0 PROA 11133.544 8.709 -5.957 1.00 0.00 0 

118 CB PROA 11130.423 7.547 -5.350 1.00 0. 00 C 

119 CG PROA 11129.365 7.447 -4.304 1.00 0. 00 C 

120 CD PROA 11129.682 8.497 -3.277 1.00 0. 00 C 

121 HA PROA 11132.304 7.202 -4.372 1.00 0. 00 H 

122 1HB PROA 11130.152 8.253 -6.120 1.00 0. 00 H 

123 2HB PROA 11130.626 6.585 -5.795 1.00 0. 00 H 

124 1HG PROA 11128.400 7.638 -4.744 1.00 0. 00 H 

125 2HG PROA 11129.387 6.466 -3.855 1.00 0. 00 H 

126 1HD PROA 11129.162 9.416 -3.504 1.00 0. 00 H 

127 2HD PROA 11129.421 8.149 -2.288 1.00 0. 00 H 

128 N PROA 12131.907 10.235 -5.713 1.00 0. 00 N 

129 CA PROA 12132.573 11.253 -6.531 1.00 0. 00 C 

130 C PROA 12133.937 11.637 -5.966 1.00 0. 00 C 

131 0 PROA 12134.781 12.188 -6.673 1.00 0.00 0 

132 CB PROA 12131.618 12.453 -6.477 1.00 0. 00 C 

133 CG PROA 12130.301 11.882 -6.078 1.00 0. 00 C 

134 CD PROA 12130.613 10.712 -5.191 1.00 0. 00 C 

135 HA PROA 12132.688 10.926 -7.553 1.00 0. 00 H 

136 1HB PROA 12131.975 13.167 -5.750 1.00 0. 00 H 

137 2HB PROA 12131.566 12.918 -7.451 1.00 0. 00 H 

138 1HG PROA 12129.729 12.621 -5.537 1.00 0. 00 H 

139 2HG PROA 12129.761 11.555 -6.954 1.00 0. 00 H 

140 1HD PROA 12130.705 11.030 -4.163 1.00 0. 00 H 

141 2HD PROA 12129.854 9.952 -5.287 1.00 0. 00 H 

142 N GLY A 13134.145 11.341 -4.687 1.00 0. 00 N 

143 CA GLY A 13135.408 11.661 -4.048 1.00 0. 00 C 

144 C GLY A 13136.522 10.720 -4.461 1.00 0. 00 C 
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145 0 GLY A 13137.189 10.944 -5.472 1.00 0.00 0 

146 H GLY A 13133.435 10.900 -4.171 1.00 0. 00 H 

147 1HA GLY A 13135.687 12.670 -4.313 1.00 0. 00 H 

148 2HA GLY A 13135.282 11.603 -2.977 1. 00 0. 00 H 

149 N ASN A 14136. 723 9. 665 -3. 678 1. 00 0. 00 N 

150 CA ASN A 14137.765 8.687 -3.969 1.00 0. 00 C 

151 C ASN A 14137.162 7.396 -4.514 1.00 0. 00 C 

152 0 ASN A 14137. 556 6. 914 -5. 575 1. 00 0. 00 0 

153 CB ASN A 14138.580 8.389 -2.709 1.00 0. 00 C 

154 CG ASN A 14139.257 9.626 -2.152 1.00 0. 00 C 

155 0D1 ASN A 14140. 304 10. 048 -2. 643 1. 00 0. 00 0 

156 ND2 ASN A 14138.660 10.215 -1.122 1.00 0. 00 N 

157 H ASN A 14136. 159 9. 542 -2. 887 1. 00 0. 00 H 

158 HA ASN A 14138.418 9.109 -4.718 1.00 0. 00 H 

159 1HB ASN A 14137. 925 7. 988 -1. 950 1. 00 0. 00 H 

160 2HB ASN A 14139.341 7.660 -2.944 1.00 0. 00 H 

161 1HD2 ASN A 14137. 829 9. 823 -0. 784 1. 00 0. 00 H 

162 2HD2 ASN A 14139.076 11.018 -0.744 1.00 0. 00 H 

163 N SERA 15136.202 6.842 -3.779 1.00 0. 00. N 

164 CA SERA 15135.544 5.607 -4.189 1.00 0. 00 C 

165 C SERA 15134.436 5.233 -3.208 1.00 0. 00 C 

166 0 SERA 15133.344 4.832 -3.612 1.00 0.00 0 

167 CB SERA 15136.561 4.468 -4.286 1.00 0. 00 C 

168 0G SERA 15137.099 4.375 -5.592 1.00 0.00 0 

169 H SERA 15135.930 7.274 -2.943 1.00 0. 00 H 

170 HA SERA 15135.106 5.770 -5.163 1.00 0. 00 H 

171 1HB SERA 15137.366 4.649 -3.590 1.00 0. 00 H 

172 2HB SERA 15136.076 3.535 -4.041 1.00 0. 00 H 

173 HG SERA 15136.766 3.582 -6.020 1.00 0. 00 H 
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1.919 1.00 0.00 N 

0. 879 1. 00 0. 00 C 

0. 468 1. 00 0. 00 C 

1. 089 1. 00 0. 00 0 
•0. 778 1. 00 0. 00 C 
•1. 636 1. 00 0. 00 C 
-1. 343 1. 00 0. 00 N 
-2. 786 1. 00 0. 00 C 
-2. 275 1. 00 0. 00 C 
-3. 162 1. 00 0. 00 N 
-1. 660 1. 00 0. 00 H 
-1. 153 1. 00 0. 00 H 
-1. 081 1. 00 0. 00 H 
0. 247 1. 00 0. 00 H 
-0. 567 1. 00 0. 00 H 
-3. 310 1. 00 0. 00 H 
-2. 306 1. 00 0. 00 H 
-3. 913 1. 00 0. 00 H 

0. 914 1. 00 0. 00 N 

2. 185 1. 00 0. 00 C 

2. 515 1. 00 0. 00 C 

3. 488 1. 00 0. 00 0 

0. 377 1. 00 0. 00 H 
2. 148 1. 00 0. 00 H 
2. 967 1. 00 0. 00 H 

1. 703 1. 00 0. 00 N 

1. 913 1. 00 0. 00 C 

2. 407 1. 00 0. 00 C 
1. 663 1. 00 0. 00 0 
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0.618 1.00 0.00 C 

0. 021 1.00 0.00 C 

1. 493 1. 00 0. 00 C 
0. 628 1. 00 0. 00 C 
0. 944 1. 00 0. 00 H 

2. 665 1. 00 0. 00 H 
-0.115 1.00 0. 00 H 
0.815 1.00 0. 00 H 
0. 248 1. 00 0. 00 H 
-1. 842 1. 00 0. 00 H 
-1.766 1.00 0. 00 H 
-1. 944 1. 00 0. 00 H 

0. 959 1. 00 0. 00 H 

-0. 113 1. 00 0. 00 H 

1.471 1.00 0. 00 H 

3. 664 1. 00 0. 00 N 

4. 257 1. 00 0. 00 C 

5. 168 1. 00 0. 00 C 
5. 403 1. 00 0. 00 0 

5. 047 1. 00 0. 00 C 

6. 010 1. 00 0. 00 C 
5. 632 1. 00 0. 00 C 
5. 240 1. 00 0. 00 0 
5. 727 1. 00 0. 00 0 

4. 207 1. 00 0. 00 H 

3. 454 1. 00 0. 00 H 

5. 617 1. 00 0. 00 H 

4. 353 1. 00 0. 00 H 
6.013 1.00 0. 00 H 
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ATOM 232 2HG GLU A 19140. 202 7. 721 7. 000 1. 00 0. 00 H 

ATOM 233 N VAL A 20143.791 7.066 5.679 1.00 0. 00 N 

ATOM 234 CA VAL A 20144.831 6.559 6.564 1.00 0. 00 C 

ATOM 235 C VAL A 20144. 232 5. 988 7. 845 1. 00 0. 00 C 

5 ATOM 236.0 VAL A 20143.373 6.610 8.471 1.00 0.00 0 

ATOM 237 CB VAL A 20145.845 7.660 6.930 1.00 0. 00 C 

ATOM 238 CGI VAL A 20147.003 7.079 7.729 1.00 0. 00 C 

ATOM 239 CG2 VAL A 20146. 352 8. 359 5. 677 1. 00 0. 00 C 

ATOM 240 H VAL A 20143.776 8.020 5.455 1.00 0. 00 H 

10 ATOM 241 HA VAL A 20145. 358 5. 773 6. 043 1. 00 0. 00 H 

ATOM 242 HB VAL A 20145. 345 8. 392 7. 547 1. 00 0. 00 H 

ATOM 243 1HG1 VAL A 20147. 813 7. 792 7. 760 1. 00 0. 00 H 

ATOM 244 2HG1 VAL A 20147. 342 6. 167 7. 260 1. 00 0. 00 H 

ATOM 245 3HG1 VAL A 20146.674 6.864 8.735 1.00 0. 00 H 

15 ATOM 246 1HG2 VAL A 20146. 407 9. 423 5. 856 1. 00 0. 00 H 

ATOM 247 2HG2 VAL A 20145. 676 8. 167 4. 858 1. 00 0. 00 H 

ATOM 248 3HG2 VAL A 20147. 335 7. 985 5. 429 1. 00 0. 00 H 

ATOM 249 N GLY A 21144.691 4.802 8.230 1.00 0. 00 N 

ATOM 250 CA GLY A 21144.189 4.168 9.435 1.00 0. 00 C 

20 ATOM 251 C GLY A 21143.139 3.114 9.141 1.00 0. 00 C 

ATOM 252 0 GLY A 21142.996 2.145 9.887 1.00 0.00 0 

ATOM 253 H GLY A 21145.376 4.354 7.691 1.00 0. 00 H 

ATOM 254 1HA GLY A 21145.013 3.703 9.954 1.00 0. 00 H 

ATOM 255 2HA GLY A 21143.756 4.923 10.072 1.00 0. 00 H 

25 ATOM 256 N SERA 22142.400 3.304 8.051 1.00 0. 00 N 

ATOM 257 CA SERA 22141.358 2.363 7.661 1.00 0. 00 C 

ATOM 258 C SERA 22141.934' 1.233 6.815 1.00 0. 00 C 

ATOM 259 0 SERA 22142.916 1.420 6.095 1.00 0.00 0 

ATOM 260 CB SER A 22140. 255 3. 084 6. 886 1. 00 0. 00 C 
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7. 764 1. 00 0. 00 0 

7. 498 1. 00 0. 00 H 

8. 563 1. 00 0. 00 H 
6. 302 1. 00 0. 00 H 
6. 227 1. 00 0. 00 H 
8. 494 1. 00 0. 00 H 
6. 906 1. 00 0. 00 N 
6. 149 1. 00 0. 00 C 
4. 727 1. 00 0. 00 C 
4. 499 1. 00 0. 00 0 

6. 849 1. 00 0. 00 C 

8. 199 1. 00 0. 00 C 

9. 106 1. 00 0. 00 C 
8. 005 1. 00 0. 00 C 

7. 497 1. 00 0. 00 H 

6. 104 1. 00 0. 00 H 

7. 002 1. 00 0. 00 H 

6. 197 1. 00 0. 00 H 

8. 682 1. 00 0. 00 H 

8. 503 1. 00 0. 00 H 

9. 705 1. 00 0. 00 H 
9. 753 1. 00 0. 00 H 

7. 969 1. 00 0. 00 H 

8. 830 1. 00 0. 00 H 
7. 080 1. 00 0. 00 H 
3. 776 1. 00 0. 00 N 
2. 376 1. 00 0. 00 C 
1. 669 1. 00 0. 00 C 
2.211 1.00 0.00 0 
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ATOM 290 CB ALA A 24142. 082 -0. 294 

ATOM 291 H ALA A 24142. 916 -1. 859 

ATOM 292 HA ALA A 24140. 538 -1. 584 

ATOM 293 1HB ALA A 24143. 093 -0. 432 

5 ATOM 294 2HB ALA A 24142. 051 0.537 

ATOM 295 3HB ALA A 24141.432 -0.091 

ATOM 296 N GLU A 25141.678 -3.036 

ATOM 297 CA GLU A 25142.117 -4.186 

ATOM 298 C GLU A 25142.455 -3.774 

10 ATOM 299 0 GLU A 25141.823 -2.884 

ATOM 300 CB GLU A 25141.032 -5.265 

ATOM 301 CG GLU A 25141.479 -6.569 

ATOM 302 CD GLU A 25140.325 -7.520 

ATOM 303 0E1 GLU A 25140.422 -8.335 

15 ATOM 304 0E2 GLU A 25139.324 -7.450 

ATOM 305 H GLU A 25141.010 -2.427 

ATOM 306 HA GLU A 25143.004 -4.585 

ATOM 307 1HB GLU A 25140.736 -5.472 

ATOM 308 2HB GLU A 25140.178 -4.896 

20 ATOM 309 1HG GLU A 25141.955 -6.348 

ATOM 310 2HG GLU A 25142.188 -7.053 

ATOM 311 N VAL A 26143.459 -4.429 

ATOM 312 CA VAL A 26143. 882 -4. 131 

ATOM 313 C VAL A 26143.519 -5.267 

25 ATOM 314 0 VAL A 26143.657 -6.442 

ATOM 315 CB VAL A 26145.400 -3.881 

ATOM 316 CGI VAL A 26145.791 -3.373 

ATOM 317 CG2 VAL A 26145.833 -2.901 

ATOM 318 H VAL A 26143.925 -5. 129 
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1. 668 1. 00 0. 00 C 
4. 019 1. 00 0. 00 H 

2. 345 1. 00 0. 00 H 

1. 314 1. 00 0. 00 H 

2. 357 1. 00 0. 00 H 
0. 830 1. 00 0. 00 H 
0. 456 1. 00 0. 00 N 

-0. 326 1. 00 0. 00 C 

-1. 756 1. 00 0. 00 C 

-2. 323 1. 00 0. 00 0 

-0. 338 1. 00 0. 00 C 

-0. 978 1. 00 0. 00 C 

-1. 231 1. 00 0. 00 C 

-2. 172 1. 00 0. 00 0 

-0. 486 1. 00 0. 00 0 

0. 076 1. 00 0. 00 H 

0. 140 1. 00 0. 00 H 

0. 680 1. 00 0. 00 H 
-0. 885 1. 00 0. 00 H 
-1.921 1.00 0. 00 H 
-0. 323 1. 00 0. 00 H 
-2. 333 1. 00 0. 00 N 
-3. 695 1. 00 0. 00 C 
-4. 644 1. 00 0. 00 C 
-4. 305 1. 00 0. 00 0 
-3. 770 1. 00 0. 00 C 
-5. 149 1. 00 0. 00 C 
-2. 690 1. 00 0. 00 C 
-1. 829 1. 00 0. 00 H 
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4.014 1.00 0. 00 H 

3. 600 1. 00 0. 00 H 

■5. 123 1. 00 0. 00 H 

•5. 864 1. 00 0. 00 H 

-5. 440 1. 00 0. 00 H 

-1. 753 1. 00 0. 00 H 

-2. 968 1. 00 0. 00 H 

-2. 582 1. 00 0. 00 H 

-5. 837 1. 00 0. 00 N 

-6. 836 1. 00 0. 00 C 

-7. 685 1. 00 0. 00 C 

-8. 680 1. 00 0. 00 0 

-7. 731 1. 00 0. 00 C 

-8. 020 1. 00 0. 00 C 

-6. 770 1. 00 0. 00 C 

-6. 239 1. 00 0. 00 C 

-5. 213 1. 00 0. 00 N 

-6. 049 1. 00 0. 00 H 

-6. 315 1. 00 0. 00 H 

-7. 248 1. 00 0. 00 H 

-8. 672 1. 00 0. 00 H 

-8. 765 1. 00 0. 00 H 

-8. 397 1. 00 0. 00 H 

-7. 007 1. 00 0. 00 H 

-6. 008 1. 00 0. 00 H 

-7. 063 1. 00 0. 00 H 

-5. 797 1. 00 0. 00 H 

-5. 335 1. 00 0. 00 H 

-4. 260 1. 00 0. 00 H 
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ATOM 348 3HZ LYS A 27139.603 -3.701 -5.308 1.00 0. 00 H 

ATOM 349 N GLU A 28144.529 -7.390 -7.286 1.00 0. 00 N 

ATOM 350 CA GLU A 28145.694 -7.886 -8.010 1.00 0. 00 C 

ATOM 351 C GLU A 28145.709 -9.411 -8.036 1.00 0. 00 C 

5 ATOM 352 0 GLU A 28144.797 -10.059 -7.525 1.00 0.00 0 

ATOM 353 CB GLU A 28146.980 -7.360 -7.368 1.00 0. 00 C 

ATOM 354 CG GLU A 28147.981 -6.812 -8.372 1.00 0. 00 C 

ATOM 355 CD GLU A 28149.350 -6.580 -7.762 1.00 0. 00 C 

ATOM 356 0E1 GLU A 28149.538 -5.534 -7.106 1.00 0.00 0 

10 ATOM 357 0E2 GLU A 28150.233 -7.446 -7.941 1.00 0.00 0 

ATOM 358 H GLU A 28144.225 -7.867 -6.485 1.00 0. 00 H 

ATOM 359 HA GLU A 28145.633 -7.520 -9.024 1.00 0. 00 H 

ATOM 360 1HB GLU A 28146.727 -6.570 -6.677 1.00 0. 00 H 

ATOM 361 2HB GLU A 28147.453 -8.164 -6.824 1.00 0. 00 H 

15 ATOM 362 1HG GLU A 28148.080 -7.517 -9.183 1.00 0. 00 H 

ATOM 363 2HG GLU A 28147.609 -5.873 -8.755 1.00 0. 00 H 

ATOM 364 N ASN A 29146.752 -9.977 -8.635 1.00 0. 00 N 

ATOM 365 CA ASN A 29146.886 -11.426 -8.726 1.00 0. 00 C 

ATOM 366 C ASN A 29146.958 -12.052 -7.335 1.00 0. 00 C 

20 ATOM 367 0 ASN A 29146.123 -12.880 -6.974 1.00 0.00 0 

ATOM 368 CB ASN A 29148.133 -11.794 -9.533 1.00 0. 00 C 

ATOM 369 CG ASN A 29147.812 -12.105 -10.982 1.00 0. 00 C 
ATOM 370 0D1 ASN A 29147.758 -13.268 -11.382 1.00 0.00 0 
ATOM 371 ND2 ASN A 29147.598 -11.063 -11.777 1.00 0. 00 N 

25 ATOM 372 H ASN A 29147.448 -9.407 -9.023 1.00 0. 00 H 
ATOM 373 HA ASN A 29146.013 -11.808 -9.235 1.00 0. 00 H 
ATOM 374 1HB ASN A 29148.828 -10.969 -9.507 1.00 0. 00 H 
ATOM 375 2HB ASN A 29148.597 -12.664 -9.092 1.00 0. 00 H 
ATOM 376 1HD2 ASN A 29147. 658 -10. 166 -11. 389 1. 00 0. 00 H 





ATOM 

I i x v/*w 




ATOM 




ATOM 

X X X V/ 11* 




ATOM 




ATOM 

£\ X \JLTl 




ATOM 

XX X Will 




ATOM 

n. x \j in 




ATOM 

A X V/lu 




ATOM 

XX X V/iu 


1 n 


ATOM 

Xx 1 vlYl 




ATOM 

A 1 UIY1 




ATOM 

XX 1 VJ1Y1 




ATOM 




ATOM 

xxlUiYl 


1 R 

1 u 


ATOM 

ill U1Y1 




ATOM 




ATflM 

XI X UIYI 




ATOM 
xxl uiYi 




ATOM 

£\ I U 1Y1 


?n 


ATOM 




ATOM 




ATOM 

A. X v/lu 




ATOM 




ATOM 

XX X v/lU 


25 


ATOM 

XX X V/lu 




ATOM 




ATOM 




ATOM 




ATOM 



WO 2004/016781 PCT/JP2003/0 10288 

W . 55 W 

377 2HD2 ASN A 29147. 388 -11. 235 -12. 719 1. 00 0. 00 H 

378 N PROA 30147.964 -11.661 -6.533 1.00 0. 00 N 

379 CA PRO A 30148.142 -12.186 -5.177 1.00 0. 00 C 

380 >C PROA 30147.167 -11.559 -4.180 1.00 0. 00 C 

381 0 PROA 30147.291 -10.383 -3.839 1.00 0.00 0 

382 CB PROA 30149.577 -11.785 -4.840 1.00 0. 00 C 

383 CG PROA 30149.809 -10.537 -5.617 1.00 0. 00 C 

384 CD PROA 30149.006 -10.676 -6.885 1.00 0. 00 C 

385 HA PROA 30148.048 -13.261 -5.151 1.00 0. 00 H 

386 1HB PROA 30149.666 -11.614 -3.777 1.00 0. 00 H 

387 2HB PRO A 30150. 254 -12. 571 -5. 143 1. 00 0. 00 H 

388 1HG PRO A 30149. 468 -9. 684 -5. 050 1. 00 0. 00 H 

389 2HG PRO A 30150. 859 -10. 438 -5. 849 1. 00 0. 00 H 

390 1HD PRO A 30148. 564 -9. 730 -7. 156 1. 00 0. 00 H 

391 2HD PROA 30149.628 -11.045 -7.685 1.00 0. 00 H 

392 N PROA 31146.181 -12.338 -3.697 1.00 0. 00 N 

393 CA PROA 31145.190 -11.843 -2.736 1.00 0. 00 C 

394 C PROA 31145.794 -11.586 -1.360 1.00 0. 00 C 

395 0 PROA 31146.067 -12.521 -0.606 1.00 0.00 0 

396 CB PROA 31144.165 -12.976 -2.667 1.00 0. 00 C 

397 CG PROA 31144.925 -14.198 -3.043 1.00 0. 00 C 

398 CD PROA 31145.955 -13.754 -4.044 1.00 0. 00 C 

399 HA PRO A 31144.712 -10.941 -3.091 1.00 0. 00 H 

400 1HB PROA 31143.770 -13.047 -1.663 1.00 0. 00 H 

401 2HB PROA 31143.361 -12.782 -3.362 1.00 0. 00 H 

402 1HG PROA 31145.408 -14.615 -2.170 1.00 0. 00 H 

403 2HG PROA 31144.260 -14.924 -3.487 1.00 0. 00 H 

404 1HD PROA 31146.863 -14.327 -3.934 1.00 0. 00 H 

405 2HD PROA 31145.569 -13.846 -5.048 1.00 0. 00 H 
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ATOM 406 N PHE A 32146.001 -10.313 

ATOM 407 CA PHE A 32146.574 -9.933 

ATOM 408 C PHE A 32145.715 -8.877 

ATOM 409 0 PHE A 32144. 802 -8. 315 

5 ATOM 410 CB PHE A 32147.998 -9.406 

ATOM 411 CG PHE A 32148.118 -8.373 

ATOM 412 CD 1 PHE A 32148.820 -8.648 

ATOM 413 CD2 PHE A 32147. 530 -7. 127 

ATOM 414 CE1 PHE A 32148.933 -7.700 

10 ATOM 415 CE2 PHE A 32147.641 -6.173 

ATOM 416 CZ PHE A 32148.342 -6.460 

ATOM 417 H PHE A 32145.764 -9.613 

ATOM 418 HA PHE A 32146. 606 -10. 815 

ATOM 419 1HB PHE A 32148. 333 -8. 959 

15 ATOM 420 2HB PHE A 32148.649 -10.231 

ATOM 421 HD1 PHE A 32149.281 -9.617 

ATOM 422 HD2 PHE A 32146.982 -6.901 

ATOM 423 HE 1 PHE A 32149.483 -7.927 

ATOM 424 HE 2 PHE A 32147. 178 -5. 206 

20 ATOM 425 HZ PHE A 32148.429 -5.718 

ATOM 426 N TYR A 33146. 012 -8. 612 

ATOM 427 CA TYR A 33145. 266 -7. 623 

ATOM 428 C TYR A 33146. 213 -6. 681 

ATOM 429 0 TYR A 33147.222 -7.110 

25 ATOM 430 CB TYR A 33144.340 -8.318 

ATOM 431 CG TYR A 33143.079 -8.869 

ATOM 432 CD 1 TYR A 33142.709 -10.196 

ATOM 433 CD2 TYR A 33142.257 -8.064 

ATOM 434 CE1 TYR A 33141.557 -10.703 



PCT/JP2003/010288 



-1. 038 1. 00 0. 00 N 

0. 248 1. 00 0. 00 C 

0. 935 1. 00 0. 00 C 

0. 330 1. 00 0. 00 0 

0. 061 1. 00 0. 00 C 

-1. 023 1. 00 0. 00 C 

-2. 186 1. 00 0. 00 C 

-0. 877 1. 00 0. 00 C 

-3. 184 1. 00 0. 00 C 

-1. 873 1. 00 0. 00 C 

-3.028 1.00 0.00 C 

-1. 680 1. 00 0. 00 H 

0. 870 1. 00 0. 00 H 

0. 985 1. 00 0. 00 H 

-0. 190 1. 00 0. 00 H 

-2. 308 1. 00 0. 00 H 

0. 025 1. 00 0. 00 H 

-4. 086 1. 00 0. 00 H 

-1. 748 1. 00 . 0. 00 H 

-3. 807 1. 00 0. 00 H 

2. 203 1. 00 0. 00 N 

2. 973 1. 00 0. 00 C 

3. 708 1. 00 0. 00 C 

4. 269 1. 00 0. 00 0 
3. 973 1. 00 0. 00 C 
3. 348 1. 00 0. 00 C 
3. 538 1. 00 0. 00 C 
2. 568 1.00 0. 00 C 
2. 969 1. 00 0. 00 C 
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ATOM 435 CE2 TYR A 33141.103 -8.566 1.996 1.00 0. 00 C 

ATOM 436 CZ TYR A 33140.758 -9.885 2.199 1.00 0. 00 C 

ATOM 437 OH TYR A 33139.610 -10.387 1.630 1.00 0.00 0 

ATOM 438 H TYR A 33146.751 -9.094 2.631 1.00 0. 00 H 

5 ATOM 439 HA TYR A 33144.669 -7.047 2.282 1.00 0. 00 H 

ATOM 440 1HB TYR A 33144.869 -9.139 4.432 1.00 0. 00 H 

ATOM 441 2HB TYR A 33144.051 -7.610 4.736 1.00 0. 00 H 

ATOM 442 HD1 TYR A 33143.337 -10.833 4.141 1.00 0. 00 H 

ATOM 443 HD2 TYR A 33142.531 -7.032 2.411 1.00 0. 00 H 

10 ATOM 444 HE 1 TYR A 33141.286 -11.737 3.127 1.00 0. 00 H 

ATOM 445 HE2 TYR A 33140.477 -7.924 1.393 1.00 0. 00 H 

ATOM 446 HH TYR A 33139.802 -11.228 1.209 1.00 0. 00 H 

ATOM 447 N GLY A 34145.881 -5.394 3.704 1.00 0. 00 N 

ATOM 448 CA GLY A 34146.711 -4.411 4.374 1.00 0. 00 C 

15 ATOM 449 C GLY A 34145.948 -3.149 4.725 1.00 0. 00 C 

ATOM 450 0 GLY A 34144.896 -2.873 4.150 1.00 0.00 0 

ATOM 451 H GLY A 34145.066 -5.109 3.241 1.00 0. 00 H 

ATOM 452 1HA GLY A 34147.103 -4.846 5.282 1.00 0:00 H 

ATOM 453 2HA GLY A 34147.537 -4.151 3.727 1.00 0. 00 H 

20 ATOM 454 N VAL A 35146.480 -2.382 5.671 1.00 0. 00 N 

ATOM 455 CA VAL A 35145.842 -1.143 6.098 1.00 0. 00 C 

ATOM 456 C VAL A 35146.536 0.070 5.486 1.00 0. 00 C 

ATOM 457 0 VAL A 35147.743 0.052 5.247 1.00 0.00 0 

ATOM 458 CB VAL A 35145.848 -1.009 7.635 1.00 0. 00 C 

25 ATOM 459 CGI VAL A 35147.273 -0.996 8.169 1.00 0. 00 C 

ATOM 460 CG2 VAL A 35145.095 0.240 8.067 1.00 0. 00 C 

ATOM 461 H VAL A 35147.322 -2.656 6.092 1.00 0. 00 H 

ATOM 462 HA VAL A 35144.816 -1.165 5.763 1.00 0. 00 H 

ATOM 463 HB VAL A 35145.342 -1.869 8.050 1.00 0. 00 H 
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ATOM 

A.X Ulii 




ATOM 




ATOM 




ATOM 

n x viiu 


25 


ATOM 

n x uiu 




ATOM 




ATOM 




ATOM 




ATOM 



464 1HG1 VAL A 35147. 344 -0. 295 

465 2HG1 VAL A 35147.950 -0.699 

466 3HG1 VAL A 35147. 536 -1. 984 

467 1HG2 VAL A 35145. 576 1. 113 

468 2HG2 VAL A 35145.096 0.307 

469 3HG2 VAL A 35144. 076 0. 188 

470 N ILE A 36145. 764 1. 122 

471 CA ILE A 36146. 305 2. 343 

472 C ILE A 36147. 257 3. 039 

473 0 ILEA 36147.061 3.001 

474 CB ILE A 36145. 182 3. 324 

475 CGI ILE A 36144. 129 2. 611 

476 CG2 ILE A 36145. 758 4. 516 

477 CD1 ILE A 36142. 990 3. 510 

478 H ILEA 36144.808 1.075 

479 HA ILEA 36146.848 2.073 

480 HB ILE A 36144. 717 3. 687 

481 1HG1 ILE A 36144. 599 2. 224 

482 2HG1 ILE A 36143. 711 1. 791 

483 1HG2 ILE A 36146. 253 5. 174 

484 2HG2 ILE A 36144. 960 5. 051 

485 3HG2 ILE A 36146.469 4.172 

486 1HD1 ILE A 36142. 253 3. 558 

487 2HD1 ILE A 36142. 535 3. Ill 

488 3HD1 ILE A 36143. 369 4. 500 

489 N ARG A 37148.287 3.674 

490 CA ARG A 37149. 271 4. 379 

491 C ARG A 37149.476 5.804 

492 0 ARG A 37149. 174 6. 769 



8. 987 1. 00 0. 00 H 

7. 381 1. 00 0. 00 H 

8. 516 1. 00 0. 00 H 
7. 652 1. 00 0. 00 H 

9. 145 1. 00 0. 00 H 
7. 712 1. 00 0. 00 H 
5. 233 1. 00 0. 00 N 

4. 648 1. 00 0. 00 C 

5. 615 1. 00 0. 00 C 

6. 830 1. 00 0. 00 0 

4. 253 1. 00 0. 00 C 
3. 400 1. 00 0. 00 C 
3. 505 1. 00 0. 00 C 

2. 971 1. 00 0. 00 C 

5. 445 1. 00 0. 00 H 

3. 754 1. 00 0. 00 H 
5. 157 1. 00 0. 00 H 

2. 509 1. 00 0. 00 H 

3. 967 1. 00 0. 00 H 

4. 204 1. 00 0. 00 H 
3. 011 1. 00 0. 00 H 

2. 770 1. 00 0. 00 H 

3. 759 1. 00 0. 00 H 
2. 076 1. 00 0. 00 H 
2. 772 1. 00 0. 00 H 
5.067 1.00 0. 00 N 

5. 882 1. 00 0. 00 C 

5. 378 1. 00 0. 00 C 

6. 080 1. 00 0. 00 0 
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3. 626 5. 872 1. 00 0. 00 C 

2. 137 6. 139 1. 00 0. 00 C 
1. 870 7. 511 1. 00 0. 00 C 
1.945 8.571 1.00 0. 00 N 
1. 661 9. 847 1. 00 0. 00 C 
1. 284 10. 226 1.00 0. 00 N 
1. 755 10. 749 1. 00 0. 00 N 

3. 668 4. 093 1. 00 0. 00 H 

4. 418 6. 893 1. 00 0. 00 H 

3. 754 4. 907 1. 00 0. 00 H 

4. 047 6. 632 1. 00 0. 00 H 
1. 705 5. 386 1. 00 0. 00 H 

1. 678 6. 088 1. 00 0. 00 H 

2. 605 7. 702 1. 00 0. 00 H 

0. 883 7. 511 1. 00 0. 00 H 
2. 221 8. 319 1. 00 0. 00 H 

1. 211 9. 551 1. 00 0. 00 H 

1. 071 11. 187 1. 00 0. 00 H 

2. 039 10. 469 1. 00 0. 00 H 
1. 542 11. 707 1. 00 0. 00 H 

5. 929 4. 158 1. 00 0. 00 N 
7. 238 3. 563 1. 00 0. 00 C 

7. 382 2. 237 1. 00 0. 00 C 

6. 481 1. 399 1. 00 0. 00 0 

7. 456 3. 349 1. 00 0. 00 C 

8. 673 2. 533 1. 00 0. 00 C 

9. 938 2. 997 1. 00 0. 00 C 

8. 741 1. 107 1. 00 0. 00 C 
10. 787 1. 947 1. 00 0. 00 N 
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ATOM 522 CE2 TRP A 38152.480 10.075 0.777 1.00 0. 00 C 

ATOM 523 CE3 TRP A 38152.068 7.801 0.079 1.00 0. 00 C 

ATOM 524 CZ2 TRP A 38152.669 10.492 -0.540 1.00 0. 00 C 

ATOM 525 CZ3 TRP A 38152.256 8.216 -1.226 1.00 0. 00 C 

5 ATOM 526 CH2 TRP A 38152.554 9.551 -1.526 1.00 0. 00 C 

ATOM 527 H TRP A 38150. 208 5. 122 3. 646 1. 00 0. 00 H 

ATOM 528 HA TRP A 38149.865 7.987 4.249 1.00 0. 00 H 

ATOM 529 1HB TRP A 38152.215 7.565 4.310 1.00 0. 00 H 

ATOM 530 2HB TRP A 38152.147 6.595 2.842 1.00 0. 00 H 

10 ATOM 531 HD1 TRP A 38152.251 10.216 4.039 1.00 0. 00 H 

ATOM 532 HE1 TRP A 38152.725 11.746 2.023 1.00 0. 00 H 

ATOM 533 HE3 TRP A 38151.838 6.769 0.289 1.00. 0.00 H 

ATOM 534 HZ 2 TRP A 38152.896 11.518 -0.788 1.00 0. 00 H 

ATOM 535 HZ3 TRP A 38152.173 7.503 -2.034 1.00 0. 00 H 

15 ATOM 536 HH2 TRP A 38152.693 9.829 -2.560 1.00 0. 00 H 

ATOM 537 N ILEA 39148.842 8.527 2.055 1.00 0. 00 N 

ATOM 538 CA ILEA 39148.100 8.803 0.831 1.00 0. 00 C 

ATOM 539 C ILEA 39148.544 10.127 0.223 1.00 0. 00 C 

ATOM 540 0 ILEA 39148.213 11.197 0.735 1.00 0.00 0 

20 ATOM 541 CB ILEA 39146.583 8.851 1.090 1.00 0. 00 C 

ATOM 542 CGI ILE A 39146.137 7.619 1.880 1.00 0. 00 C 

ATOM 543 CG2 ILE A 39145.824 8.946 -0.225 1.00 0. 00 C 

ATOM 544 CD 1 ILE A 39144.728 7.725 2.420 1.00 0. 00 C 

ATOM 545 H ILEA 39148.868 9.207 2.760 1.00 0. 00. H 

25 ATOM 546 HA ILEA 39148.302 8.007 0.129 1.00 0. 00 H 

ATOM 547 HB ILEA 39146.366 9.737 1.667 1.00 0. 00 H 

ATOM 548 1HG1 ILE A 39146.182 6.752 1.239 1.00 0. 00 H 

ATOM 549 2HG1 ILE A 39146.804 7.476 2.717 1.00 0. 00 H 

ATOM 550 1HG2 ILE A 39146.045 8.080 -0.832 1.00 0. 00 H 
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ATOM 551 2HG2 ILEA 39146.125 9.840 -0.752 1.00 0. 00 H 

ATOM 552 3HG2 ILE A 39144.763 8.986 -0.028 1.00 0. 00 H 

ATOM 553 1HD1 ILE A 39144.041 7.263 1.727 1.00 0. 00 H 

ATOM 554 2HD1 ILE A 39144.468 8.765 2.547 1.00 0. 00 H 

5 ATOM 555 3HD1 ILE A 39144.669 7.221 3.374 1.00 0. 00 H 

ATOM 556 N GLY A 40149.303 10.051 -0.866 1.00 0. 00 N 

ATOM 557 CA GLY A 40149.784 11.256 -1.513 1.00 0. 00 C 

ATOM 558 C GLY A 40150.325 11.000 -2.905 1.00 0. 00 C 

ATOM 559 0 GLY A 40150.197 9.896 -3.437 1,00 0.00 0 

10 ATOM 560 H GLY A 40149.542 9.172 -1.228 1.00 0. 00 H 

ATOM 561 1HA GLY A 40148.973 11.963 -1.580 1.00 0. 00 H 

ATOM 562 2HA GLY A 40150.569 11.684 -0.909 1.00 0. 00 H 

ATOM 563 N GLN A 41150.931 12.024 -3.494 1.00 0. 00 N 

ATOM 564 CA GLN A 41151.497 11.918 -4.833 1.00 0. 00 C 

15 ATOM 565 C GLN A 41152.964 12.346 -4.832 1.00 0. 00 C 

ATOM 566 0 GLN A 41153.276 13.509 -4.574 1.00 0.00 0 

ATOM 567 CB GLN A 41150.698 12.783 -5.807 1.00 0. 00 C 

ATOM 568 CG GLN A 41149. 196 12.573 -5.716 1.00 0. 00 C 

ATOM 569 CD GLN A 41148.417 13.867 -5.845 1.00 0. 00 C 

20 ATOM 570 0E1 GLN A 41148.369 14.671 -4.914 1.00 0.00 0 

ATOM 571 NE2 GLN A 41147.802 14.074 -7.002 1.00 0. 00 N 

ATOM 572 H GLN A 41150.998 12.876 -3.016 1.00 0. 00 H 

ATOM 573 HA GLN A 41151.430 10.886 -5.142 1.00 0. 00 H 

ATOM 574 1HB GLN A 41150.906 13.822 -5.600 1.00 0. 00 H 

25 ATOM 575 2HB GLN A 41151.013 12.556 -6.814 1.00 0. 00 H 

ATOM 576 1HG GLN A 41148.889 11.906 -6.508 1.00 0. 00 H 

ATOM 577 2HG GLN A 41148.965 12.125 -4.761 1.00 0. 00 H 

ATOM 578 1HE2 GLN A 41147.884 13.389 -7.698 1.00 0. 00 H 

ATOM 579 2HE2 GLN A 41147.291 14.902 -7.114 1.00 0. 00 H 
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44157. 035 13. 493 -10. 444 1. 00 0. 00 C 

44155.815 12.935 -11.146 1.00 0.00 C 

44155.511 13.319 -12.275 1.00 0. 00 0 

44155. 826 14. 202 -8. 859 1. 00 0. 00 H 

44157.422 14.318 -11.021 1.00 0. 00 H 

44157. 789 12. 721 -10. 389 1. 00 0. 00 H 

45155.112 12.028 -10.476 1.00 0. 00 N 

45153.916 11.419 -11.047 1.00 0. 00 C 

45152.704 11.673 -10.162 1.00 0. 00 C 

45152.622 11.161 -9.045 1.00 0.00 0 

45154. 123 9. 914 -11. 228 1. 00 0. 00 C 

45154.702 9.190 -10.012 1.00 0. 00 C 

45154.398 7.699 -10.079 1.00 0. 00 C 

45156.202 9.431 -9.913 1.00 0. 00 C 

45155.402 11.763 -9.577 1.00 0. 00 H 

45153.744 11.868 -12.013 1.00 0. 00 H 

45153.168 9.467 -11.467 1.00 0. 00 H 

45154.792 9.761 -12.061 1.00 0. 00 H 

45154.240 9.583 -9.116 1.00 0. 00 H 

45153.895 7.394 -9.174 1.00 0. 00 H 

45155.321 7.147 -10.182 1.00 0. 00 H 

45153.763 7.498 -10.930 1.00 0. 00 H 

45156.405 10.107 -9.095 1.00 0. 00 H 

45156.558 9.867 -10.836 1.00 0. 00 H 

45156.709 8.493 -9.739 1.00 0. 00 H 

46151.760 12.464 -10.662 1.00 0. 00 N 

46150.556 12.771 -9.903 1.00 0. 00 C 

46149.628 11.563 -9.860 1.00 0. 00 C 

46149.007 11.207 -10.861 1.00 0.00 0 
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ATOM 638 CB ASN A 46149.829 13.967 -10.521 1.00 0. 00 C 

ATOM 639 CG ASN A 46148.973 14.709 -9.514 1.00 0. 00 C 

ATOM 640 0D1 ASN A 46147. 746 14. 622 -9. 540 1. 00 0. 00 0 

ATOM 641 ND2 ASN A 46149.619 15.445 -8.617 1.00 0. 00 N 

5 ATOM 642 H ASN A 46151.875 12.844 -11.558 1.00 0. 00 H 

ATOM 643 HA ASN A 46150.852 13.021 -8.895 1.00 0. 00 H 

ATOM 644 1HB ASN A 46150.557 14.655 -10.922 1.00 0. 00 H 

ATOM 645 2HB ASN A 46149.191 13.619 -11.320 1.00 0. 00 H 

ATOM 646 1HD2 ASN A 46150. 599 15. 468 -8. 655 1. 00 0. 00 H 

10 ATOM 647 2HD2 ASN A 46149.091 15.936 -7.953 1.00 0. 00 H 

ATOM 648 N GLU A 47149.543 10.935 -8.693 1.00 0. 00 N 

ATOM 649 CA GLU A 47148.693 9.766 -8.511 1.00 0. 00 C 

ATOM 650 C GLU A 47148.523 9.444 -7. 031 1.00 0. 00 C 

ATOM 651 0 GLU A 47149.502 9.193 -6.327 1.00 0.00 0 . 

15 ATOM 652 CB GLU A 47149.286 8.558 -9.243 1.00 0. 00 C 

ATOM 653 CG GLU A 47150.801 8.468 -9.150 1.00 0. 00 C 

ATOM 654 CD GLU A 47151.389 7.499 -10.156 1.00 0. 00 C 

ATOM 655 0E1 GLU A 47151.498 7.871 -11.345 1.00 0.00 0 

ATOM 656 0E2 GLU A 47151.742 6.370 -9.757 1.00 0.00 0 

20 ATOM 657 H GLU A 47150.064 11.268 -7.933 1.00 0. 00 H 

ATOM 658 HA GLU A 47147.725 9.991 -8.932 1.00 0. 00 H 

ATOM 659 1HB GLU A 47148.866 7.656 -8.820 1.00 0. 00 H 

ATOM 660 2HB GLU A 47149.014 8.615 -10.286 1. 00 0. 00 H 

ATOM 661 1HG GLU A 47151.218 9.446 -9.329 1.00 0. 00 H 

25 ATOM 662 2HG GLU A 47151.070 8.140 -8.157 1.00 0. 00 H 

ATOM 663 N VAL A 48147.281 9.445 -6.564 1.00 0. 00 N 

ATOM 664 CA VAL A 48146.998 9.146 -5.167 1.00 0. 00 C 

ATOM 665 C VAL A 48147.382 7.708 -4.839 1.00 0. 00 C 

ATOM 666 0 VAL A 48146.654 6.7.71 -5.164 1.00 0.00 0 
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ATOM 667 CB VAL A 48145.510 9.358 -4.832 1.00 0. 00 C 

ATOM 668 CGI VAL A 48145.280 9.261 -3.332 1.00 0. 00 C 

ATOM 669 CG2 VAL A 48145.028 10.698 -5.367 1.00 0. 00 C 

ATOM 670 H VAL A 48146.539 9.647 -7.171 1.00 0. 00 H 

5 ATOM 671 HA VAL A 48147.586 9.814 -4.555 1.00 0. 00 H 

ATOM 672 HB VAL A 48144.938 8.577 -5.311 1.00 0. 00 H 

ATOM 673 1HG1 VAL A 48146.009 9.870 -2.816 1.00 0. 00 H 

ATOM 674 2HG1 VAL A 48145.384 8.234 -3.018 1.00 0. 00 H 

ATOM 675 3HG1 VAL A 48144.286 9.612 -3.096 1.00 0. 00 H 

10 ATOM 676 1HG2 VAL A 48144.888 10.631 -6.435 1.00 0. 00 H 

ATOM 677 2HG2 VAL A 48145.764 11.458 -5.149 1.00 0. 00 H 

ATOM 678 3HG2 VAL A 48144.092 10.958 -4.896 1.00 0. 00 H 

ATOM 679 N LEU A 49148.535 7.539 -4.201 1.00 0. 00 N 

ATOM 680 CA LEU A 49149.018 6.214 -3.836 1.00 0. 00 C 

15 ATOM 681 C LEU A 49148.878 5.981 -2.338 1.00 0. 00 C 

ATOM 682 0 LEU A 49149.538 6.638 -1.532 1.00 0.00 0 

ATOM 683 CB LEU A 49150.480 6.046 -4.256 1.00 0. 00 C 

ATOM 684 CG LEU A 49150. 733 6. 129 -5. 763 1. 00 0. 00 C 

ATOM 685 CD 1 LEU A 49152.125 6.676 -6.041 1.00 0. 00 C 

20 ATOM 686 CD2 LEU A 49150.556 4.763 -6.408 1.00 0. 00 C 

ATOM 687 H LEU A 49149.075 8.325 -3.971 1.00 0. 00 H 

ATOM 688 HA LEU A 49148.417 5.486 -4.360 1.00 0. 00 H 

ATOM 689 1HB LEU A 49151.062 6.815 -3.771 1.00 0. 00 H 

ATOM 690 2HB LEU A 49150.824 5.084 -3.910 1.00 0. 00 H 

25 ATOM 691 HG LEU A 49150.016 6.805 -6.206 1.00 0. 00 H 

ATOM 692 1HD1 LEU A 49152.859 6.065 -5.535 1.00 0. 00 H 

ATOM 693 2HD1 LEU A 49152.192 7.691 -5.679 1.00 0. 00 H 

ATOM 694 3HD1 LEU A 49152.313 6.658 -7.104 1.00 0. 00 H 

ATOM 695 1HD2 LEU A 49151.466 4.192 -6.299 1.00 0. 00 H 
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7. 458 1. 00 0. 00 H 

5. 927 1. 00 0. 00 H 

•1. 969 1. 00 0. 00 N 

•0. 567 1. 00 0. 00 C 

-0. 106 1. 00 0. 00 C 

-0. 577 1. 00 0. 00 0 

-0. 335 1. 00 0. 00 C 

-2. 657 1. 00 0. 00 H 

0. 009 1. 00 0. 00 H 

0. 005 1. 00 0. 00 H 

0. 412 1. 00 0. 00 H 

-1. 259 1. 00 0. 00 H 

0. 815 1. 00 0. 00 N 

1. 323 1. 00 0. 00 C 

2. 167 1. 00 0. 00 C 

3. 245 1. 00 0. 00 0 
1. 153 1. 00 0. 00 H 

0. 488 1. 00 0. 00 H 

1. 924 1. 00 0. 00 H 

1. 676 1. 00 0. 00 N 

2. 394 1. 00 0. 00 C 

3. 043 1. 00 0. 00 C 
2. 395 1. 00 0. 00 0 

1. 444 1. 00 0. 00 C 
0. 958 1. 00 0. 00 C 

-0. 180 1. 00 0. 00 C 

2. 105 1. 00 0. 00 C 
0. 813 1. 00 0. 00 H 

3. 168 1. 00 0. 00 H 
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0.582 1.00 0.00 H 

1.951 1.00 0.00 H 

0. 587 1. 00 0. 00 H 

•0. 823 1. 00 0. 00 H 

•0. 752 1. 00 0. 00 H 

0. 223 1. 00 0. 00 H 
2. 843 1. 00 0. 00 H 

1. 728 1. 00 0. 00 H 

2. 558 1. 00 0. 00 H 

4. 326 1. 00 0. 00 N 

5. 063 1. 00 0. 00 C 
5. 146 1. 00 0. 00 C 

5. 858 1. 00 0. 00 0 

6. 470 1. 00 0. 00 C 

7. 292 1. 00 0. 00 C 

8. 762 1. 00 0. 00 C 

9. 095 1. 00 0. 00 0 
9. 581 1. 00 0. 00 0 
4. 787 1. 00 0. 00 H 
4. 532 1. 00 0. 00 H 
6. 391 1. 00 0. 00 H 
6. 995 1. 00 0. 00 H 

6. 909 1. 00 0. 00 H 

7. 196 1. 00 0. 00 H 
4. 413 1. 00 0. 00 N 

4. 404 1. 00 0. 00 C 

5. 757 1. 00 0. 00 C 

6. 335 1. 00 0. 00 0 
3. 302 1. 00 0. 00 C 
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1. 917 1. 00 0. 00 C 

1. 080 1. 00 0. 00 C 

1. 215 1. 00 0. 00 C 

3. 866 1. 00 0. 00 H 

4. 203 1. 00 0. 00 H 
3. 591 1. 00 0. 00 H 
3. 231 1. 00 0. 00 H 

2. 026 1. 00 0. 00 H 

0. 038 1. 00 0. 00 H 

1. 396 1. 00 0. 00 H 
1. 212 1. 00 0. 00 H 

0. 212 1. 00 0. 00 H 
1.761 1.00 0. 00 H 

1. 175 1. 00 0. 00 H 

6. 255 1. 00 0. 00 N 

7. 540 1. 00 0. 00 C 
7.459 1.00 0.00 C 

8. 422 1. 00 0. 00 0 

7. 988 1. 00 0. 00 C 

8. 049 1. 00 0. 00 C 
9.089 1.00 0. 00 C 

9. 743 1. 00 0. 00 0 
9. 250 1. 00 0. 00 0 
5. 746 1. 00 0. 00 H 
8. 264 1. 00 0. 00 H 

7. 297 1. 00 0. 00 H 

8. 971 1. 00 0. 00 H 
8. 292 1. 00 0. 00 H 
7.081 1. 00 0. 00 H 
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-10. 715 
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CA 


CYS A 


58156. 305 


-11. 234 
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6. 302 1. 00 0. 00 N 

6. 095 1. 00 0. 00 C 

5. 500 1. 00 0. 00 C 

4. 585 1. 00 0.00 0 

5. 178 1. 00 0. 00 C 
5.579 1. 00 0.00 C 

4. 741 1. 00 0. 00 0 

6. 733 1. 00 0. 00 0 

5. 571 1. 00 0. 00 H 

7. 057 1. 00 0. 00 H 

5. 214 1. 00 0. 00 H 

4. 165 1. 00 0. 00 H 

6. 023 1. 00 0. 00 N 

5. 543 1. 00 0. 00 C 
4. 209 1. 00 0. 00 C 

4. 163 1. 00 0. 00 0 

6. 573 1. 00 0. 00 C 

7. 591 1. 00 0. 00 C 
7. 913 1. 00 0. 00 C 
7. 002 1. 00 0. 00 0 
9. 076 1. 00 0. 00 0 

6. 750 1. 00 0. 00 H 

5. 403 1. 00 0. 00 H 

7. 106 1. 00 0. 00 H 

6. 057 1. 00 0. 00 H 

7. 194 1. 00 0. 00 H 

8. 502 1. 00 0. 00 H 
3. 125 1. 00 0. 00 N 
1. 789 1. 00 0. 00 C 
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ATOM 


812 


C 


CYS A 


58157. 612 - 


•10. 668 


1. 241 


1. 00 


0.00 C 




ATOM 


813 


0 


CYS A 


58157. 877 


-9. 472 


1.350 


1. 00 


0.00 0 




ATOM 


814 


CB 


CYS A 


58155. 153 - 


-10. 892 


0. 844 


1. 00 


0.00 C 




ATOM 


815 


SG 


CYS A 


58154. 828 - 


-12. 155 


-0. 409 


1. 00 


0.00 s 


5 


ATOM 


816 


H 


CYS A 


58155. 731 


-9. 788 


3. 225 


1. 00 


0. 00 H 




ATOM 

XI X V 1T1 


817 

V 1 1 


HA 


CYS A 


58156. 393 - 


-12. 307 


1. 862 


1. 00 


0. 00 H 




ATOM 

ii X V/1U 


818 


1HB 


CYS A 


58154. 249 - 


-10. 764 


1.421 


1. 00 


0.00 H 




ATOM 

ill vlu 


819 


2HB 


CYS A 


58155. 378 


-9. 970 


0. 330 


1. 00 


0. 00 H 




ATOM 


820 

U £J U 


HG 


CYS A 


58155. 382 ■ 


-11. 967 


-1. 171 


1. 00 


0. 00 H 


in 


ATOM 


821 


N 


ALA A 


59158. 424 


-11. 538 


0. 649 


1. 00 


0. 00 N 




ATOM 


822 

U O u 


CA 


ALA A 


59159. 704 


-11. 127 


0. 083 


1. 00 


0. 00 C 




ATOM 


823 

U U (J 


c 


ALA A 


59159. 504 


-10. 336 


-1. 206 


1. 00 


0. 00 C 




ATOM 


824 


o 


ALA A 


59158 946 


-10. 845 


-2. 177 


1. 00 


0. 00 0 




ATOM 


825 


CB 


ALA A 


59160. 583 


-12. 342 


-0. 172 


1. 00 


0. 00 c 


1 R 

1 u 


ATOM 


826 

u u u 


H 

ii 


ALA A 


59158. 157 


-12. 480 


0. 592 


1. 00 


0. 00 H 




ATOM 

ii 1 W1T1 


827 


HA 

llii 


ALA A 


59160 201 

\J XJ X V* \J m Jul w X 


-10. 498 


0. 806 


1. 00 


0. 00 H 




ATOM 


828 


1HB 

1 11U 


ALA A 


59160 533 


-13. 006 


0. 679 


1. 00 


0. 00 H 




ATOM 


829 

\J U *J 


2HB 


ALA A 


59161. 604 


-12. 022 


-0. 319 


1. 00 


0. 00 H 




ATOM 

ii. 1 V/lU 


830 

\J XJ \J 


3HB 


ALA A 


59160. 235 


-12. 859 


-1. 053 


1. 00 


0. 00 H 


20 


ATOM 

ii X Will 


831 


N 


GLY A 


60159. 964 


-9. 090 


-1. 206 


1. 00 


0. 00 N 




ATOM 

ii X Will 


832 


CA 


GLY A 


60159. 828 


-8. 249 


-2. 381 


1. 00 


0. 00 C 




ATOM 

i i X V7 111 


833 


c 


GLY A 


60159. 332 


-6. 857 


-2. 044 


1. 00 


0. 00 c 




ATOM 


834 


0 


GLY A 


60159. 634 


-5. 895 


-2. 751 


1. 00 


0. 00 0 




ATOM 

IX X V/1T1 


835 


H 


GLY A 


60160. 402 


-8. 738 


-0. 403 


1. 00 


0. 00 H 


25 
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-0. 961 
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0. 00 N 
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CA 


CYS A 


61158. 030 


-5. 464 


-0. 533 


1. 00 


0. 00 c 




ATOM 


840 


C 


CYS A 


61159. 088 


-4. 647 


0. 201 


1. 00 


0. 00 c 
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ATOM 
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0 
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61160. 199 


-5. 122 




ATOM 


842 
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CYS A 


61156. 814 
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61155. 538 
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CYS A 


61157. 721 


-4. 923 




ATOM 

/ll Ulil 


846 


1HB 
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-2. 532 
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n l Ulu 
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Uul 


r 

\j 
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1 111V ii 


62159 205 


-2. 320 
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n.1 Ulu 


8R9 


0 


THR A 


62158 208 


-2. 893 




ATOM 
n. 1 UlVl 




CB 


THR A 


62159 755 


-1. 186 




ATOM 
Alum 


8^4 


0G1 


THR A 


62158 468 


-0. 633 


1 0 


ATOM 
ill ulu 


0 J 0 


CG2 THR A 


62160 441 


-1. 276 




ATOM 
n. 1 UlVl 


RSfi 
oo u 


H 


THR A 


62157 835 


-3. 094 




ATOM 
nlUlYI 


8R7 

Ou i 


HA 


THR A 


62160 628 


-3. 001 




ATOM 
nlUiVl 


8R8 

0 J 0 


HB 


THR A 


62160 322 


-0. 502 




ATOM 

n.1 UlVl 


8RQ 


HG1 


THR A 


62158 158 


-0. 226 


90 


ATOM 

al U1U 


ouu 


1HG2 THR A 


62160 407 


-2. 296 




ATOM 

n.1 Ulu 


OUl 


2HG2 


, THR A 


62161 470 


-0. 963 




ATOM 

n 1 UlVl 


862 


3HG2 


1 THR A 


62159 936 


-0. 634 




ATOM 
muiu 
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N 


ASP A 


63159. 946 


-1. 492 




ATOM 

al UlU 
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CA 


ASP A 


63159 622 


-1. 204 


2*. 


ATOM 

n 1 UlVl 


865 

U VJ u 


C 


ASP A 


63158. 872 


0. 118 
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O £» G 

ODD 


0 
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ftQ 1 CO QQ^ 


ft 89Q 
U. <SLo 




ATOM 


867 


CB 


ASP A 


63160. 897 


-1. 160 




ATOM 


868 


CG 


ASP A 


63161. 958 


-0. 260 




ATOM 


869 


0D1 ASP A 


63161. 917 


0. 962 



PCT/JP2003/010288 

0. 439 1. 00 0. 00 0 

0. 372 1. 00 0. 00 C 

0. 343 1. 00 0. 00 S 
•0. 440 1. 00 0. 00 H 
-1.414 1.00 0. 00 H 

1. 297 1. 00 0. 00 H 
0. 584 1. 00 0. 00 H 
-1. 241 1. 00 0. 00 H 

0. 557 1. 00 0. 00 N 

1. 265 1. 00 0. 00 C 

2. 707 1. 00 0. 00 C 

3. 147 1. 00 0. 00 0 
0. 546 1. 00 0. 00 C 
0. 336 1. 00 0. 00 0 

-0. 800 1. 00 0. 00 C 

0. 341 1. 00 0. 00 H 

1. 270 1. 00 0. 00 H 
1. 161 1. 00 0. 00 H 
1. 149 1. 00 0. 00 H 

-1.154 1.00 0. 00 H 

-0.701 1.00 0. 00 H 

-1. 506 1. 00 0. 00 H 

3. 437 1. 00 0. 00 N 

4. 830 1. 00 0. 00 C 

4. 951 1. 00 0. 00 C 

5. 953 1. 00 0. 00 0 
5. 673 1. 00 0. 00 C 
5. 071 1. 00 0. 00 C 
5. 329 1. 00 0. 00 0 
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ATOM 
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A1U1V1 




ATOM 
AlUiVl 




ATOM 
Alum 


ID 


ATOM 
AlUM 




ATOM 
A1UM 




ATOM 
AlUiVl 




ATOM 




ATOM 
AlUlu 


Ct\J 


ATOM 
A 1 UIYI 




ATOM 




ATflM 

/llUlYI 




ATOM 




ATOM 

n. 1 UiYl 


u 0 


ATOM 

A 1 UIYI 




ATOM 




ATOM 




ATOM 




ATOM 
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870 0D2 ASP A 63162.830 -0.775 4.341 1.00 0.00 0 

871 H ASP A 63160.728 -1.066 3.030 1. 00 0. 00 H 

872 HA ASP A 63158.988 -1.998 5.194 1.00 0. 00 H 

873 1HB ASP A 63160.658 -0.792 6.659 1.00 0. 00 H 

874 2HB ASP A 63161.302 -2.158 5.755 1.00 0. 00 H 

875 N GLY A 64158.097 0.449 3.923 1.00 0. 00 N 
876. CA GLY A 64157.338 1.687 3.936 1.00 0. 00 C 

877 C GLY A 64158. 086 2. 832 3. 282 1. 00 0. 00 C 

878 0 GLY A 64158.057 3.960 3.772 1.00 0.00 0 

879 H GLY A 64158.038 -0.151 3.152 1.00 0. 00 H 

880 1HA GLY A 64156. 408 1. 532 3. 409 1. 00 0. 00 H 

881 2HA GLY A 64157.119 1.951 4.959 1.00 0. 00 H 

882 N THR A 65158.759 2.540 2.173 1.00 0. 00 N 

883 CA THR A 65159.518 3.555 1.451 1.00 0. 00 C 

884 C THR A 65159.186 3.527 -0.037 1.00 0. 00 C 

885 0 THR A 65159.401 2.520 -0.712 1.00 0.00 0 

886 CB THR A 65161.018 3.339 1.654 1.00 0. 00 C 

887 0G1 THR A 65161.361 1.979 1.450 1.00 0.00 0 

888 CG2 THR A 65161.498 3.730 3.036 1.00 0. 00 C 

889 H THR A 65158.743 1.622 1.832 1.00 0. 00 H 

890 HA THR A 65159.246 4.520 1.851 1.00 0. 00 H 

891 HB THR A 65161.559 3.937 0.935 1.00 0. 00 H 

892 HG1 THR A 65160.987 1.675 0.620 1.00 0. 00 H 

893 1HG2 THR A 65161.971 2.882 3.507 1.00 0. 00 H 

894 2HG2 THR A 65160.656 4.050 3.632 1.00 0. 00 H 

895 3HG2 THR A 65162. 209 4. 539 2. 954 1. 00 0. 00 H 

896 N PHE A 66158.661 4.639 -0.541 1.00 0. 00 N 

897 CA PHE A 66158.299 4.742 -1.950 1.00 0. 00 C 

898 C PHE A 66159.221 5.716 -2.679 1.00 0. 00 C 



WO 2004/016781 PCT/JP2003/010288 

ATOM 899 0 PHE A 66159.301 6.892 -2.326 1.00 0.00 0 

ATOM 900 CB PHE A 66156.845 5.196 -2.093 1.00 0. 00 C 

ATOM 901 CG PHE A 66156.255 4.906 -3.443 1.00 0. 00 C 

ATOM 902 CD 1 PHE A 66155.891 3.615 -3.791 1.00 0. 00 C 

5 ATOM 903 CD 2 PHE A 66156.065 5.924 -4.364 1.00 0. 00 C 

ATOM 904 CE1 PHE A 66155.348 3.345 -5.033 1.00 0. 00 C 

ATOM 905 CE2 PHE A 66155.523 5.659 -5.607 1.00 0. 00 C 

ATOM 906 CZ PHE A 66155.163 4.368 -5.943 1.00 0. 00 C 

ATOM 907 H PHE A 66158.514 5.408 0.047 1.00 0. 00 H 

10 ATOM 908 HA PHE A 66158.406 3.764 -2.393 1.00 0. 00 H 

ATOM 909 1HB PHE A 66156.243 4.691 -1.353 1.00 0. 00 H 

ATOM 910 2HB PHE A 66156.791 6.263 -1.927 1.00 0. 00 H 

ATOM 911 HD1 PHE A 66156.035 2.814 -3.082 1.00 0. 00 H 

ATOM 912 HD2 PHE A 66156.345 6.933 -4.104 1.00 0. 00 H 

15 ATOM 913 HE 1 PHE A 66155.069 2.333 -5.293 1.00 0. 00 H 

ATOM 914 HE2 PHE A 66155.379 6.461 -6.316 1.00 0. 00 H 

ATOM 915 HZ PHE A 66154.739 4.159 -6.913 1.00 0. 00 H 

ATOM 916 N ARG A 67159.915 5.216 -3.697 1.00 0. 00 N 

ATOM 917 CA ARG A 67160.832 6.041 -4.475 1.00 0. 00 C 

20 ATOM 918 C ARG A 67161.929 6.620 -3.587 1.00 0. 00 C 

ATOM 919 0 ARG A 67162.433 7.715 -3.841 1.00 0.00 0 

ATOM 920 CB ARG A 67160.070 7.173 -5.166 1.00 0. 00 C 

ATOM 921 CG ARG A 67158.877 6.694 -5.979 1.00 0. 00 C 

ATOM 922 CD ARG A 67159.187 6.672 -7.467 1.00 0. 00 C 

25 ATOM 923 NE ARG A 67158.148 5.989 -8.234 1.00 0. 00 N 

ATOM 924 CZ ARG A 67158.009 6.095 -9.553 1.00 0. 00 C 

ATOM 925 NH1 ARG A 67158.840 6.854 -10.257 1.00 0. 00 N 

ATOM 926 NH2 ARG A 67157.035 5.440 -10.172 1.00 0. 00 N 

ATOM 927 H ARG A 67159.809 4.270 -3.929 1.00 0. 00 H 
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HA 
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67161. 287 


5.413 
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929 


1HB 


ARG A 


67159. 713 


7. 862 
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67160. 746 


7. 692 
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931 


1HG 


ARG A 


67158. 615 


5. 696 
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ATOM 


932 
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ARG A 


67158. 045 


7. 361 
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ARG A 


67159. 272 


7. 689 
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V/ W X \J LI « Li %J JL 
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*J A X 
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VI XJ X IX 
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6. 336 


15 

J. u 
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xJ ~ Li 
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VJJU X XX 
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7. 452 
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943 


o 
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VJ Xj X XI 


68163 645 


8. 277 
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xx x wm 


944 

%J JL JL 
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ii 
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68161 858 


5. 016 
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n x \j lu 
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1HA 

X 111X 


GLY A 

VJ XJ X XL 


68163 650 


5. 504 




ATOM 

I*. X V/IU 


946 


2HA 


GLY A 


68164. 169 


6. 692 


20 


ATOM 

XX X \J ill 


947 
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THR A 


69161. 549 


7. 477 
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XL X \/lll 


948 


CA 


THR A 


69160. 967 


8. 500 




ATOM 


949 
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THR A 


69160. 013 


7. 879 




ATOM 


950 
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THR A 


69158. 835 


7. 665 




ATOM 
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CB 


THR A 


69160. 228 
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69161. 060 


10. 033 




A THAI 
A1UM 




pro 


TUD A 

InK A 


byioy. (oU 


lu. loi 




ATOM 


954 
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HA 
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8. 984 




ATOM 


956 


HB 


THR A 


69159. 362 


9. 079 



PCT/JP2003/010288 

-5. 225 1. 00 0. 00 H 

-4. 417 1. 00 0. 00 H 

-5. 830 1. 00 0. 00 H 

-5. 662 1. 00 0. 00 H 

-5. 805 1. 00 0. 00 H 

-7. 821 1. 00 0. 00 H 

-7.618 1.00 0. 00 H 

-7. 739 1. 00 0. 00 H 

-9. 797 1. 00 0. 00 H 

11. 248 1. 00 0. 00 H 

-9. 647 1. 00 0. 00 H 

11. 163 1. 00 0. 00 H 

-2. 546 1. 00 0. 00 N 

-1. 637 1. 00 0. 00 C 

-0. 728 1. 00 0. 00 C 

-0. 277 1. 00 0. 00 0 

-2. 394 1. 00 0. 00 H 

-1. 028 1. 00 0. 00 H 

-2. 215 1. 00 0. 00 H 

-0. 459 1. 00 0. 00 N 

0. 402 1. 00 0. 00 C 
1.417 1. 00 0. 00 C 

1. 126 1. 00 0. 00 0 
-0. 438 1. 00 0. 00 C 
-1.474 1. 00 0. 00 0 

0. 367 1. 00 0. 00 C 

-0. 848 1. 00 0. 00 H 

0. 934 1. 00 0. 00 H 

-0. 889 1. 00 0. 00 H 
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11. 006 


0. 048 
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0. 00 H 
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1. 00 
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ATOM 986 CA TYR A 71156.214 8.246 4.439 1.00 0. 00 C 

ATOM 987 C TYR A 71155.763 7.901 5.855 1.00 0. 00 C 

ATOM 988 0 TYR A 71155.335 8.772 6.611 1.00 0.00 0 

ATOM 989 CB TYR A 71155.062 8.026 3.457 1.00 0. 00 C 

5 ATOM 990 CG TYR A 71155.320 8.599 2.082 1.00 0. 00 C 

ATOM 991 CD 1 TYR A 71155.325 7.783 0.958 1.00 0. 00 C 

ATOM 992 CD2 TYR A 71155.557 9.957 1.908 1.00 0. 00 C 

ATOM 993 CE1 TYR A 71155.560 8.303 -0.301 1.00 0. 00 C 

ATOM 994 CE2 TYR A 71155.793 10.485 0.652 1.00 0. 00 C 

10 ATOM 995 CZ TYR A 71155.794 9.654 -0.448 1.00 0. 00 C 

ATOM 996 OH TYR A 71156.028 10.176 -1.700 1.00 0.00 0 

ATOM 997 H TYR A 71157.233 6.523 3.751 1.00 0. 00 H 

ATOM 998 HA TYR A 71156.506 9.285 4.410 1.00 0. 00 H 

ATOM 999 1HB TYR A 71154.891 6.965 3.347 1.00 0. 00 H 

15 ATOM 1000 2HB TYR A 71154.170 8.491 3.849 1.00 0. 00 H 

ATOM 1001 HD1 TYR A 71155.142 6.725 1.076 1.00 0. 00 H 

ATOM 1002 HD2 TYR A 71155.557 10.605 2.772 1.00 0. 00 H 

ATOM 1003 HE 1 TYR A 71155.561 7.653 -1.163 1.00 0. 00 H 

ATOM 1004 HE 2 TYR A 71155.976 11.543 0.538 1.00 0. 00 H 

20 ATOM 1005 HH TYR A 71155.312 9.928 -2.289 1.00 0. 00 H 

ATOM 1006 N PHE A 72155.865 6.623 6.207 1.00 0. 00 N 

ATOM 1007 CA PHE A 72155.467 6.162 7.533 1.00 0. 00 C 

ATOM 1008 C PHE A 72156.458 5.134 8.069 1.00 0. 00 C 

ATOM 1009 0 PHE A 72157.415 4.764 7.388 1.00 0.00 0 

25 ATOM 1010 CB PHE A 72154.063 5.558 7.486 1.00 0. 00 C 

ATOM 1011 CG PHE A 72153.887 4.530 6.405 1.00 0. 00 C 

ATOM 1012 CD 1 PHE A 72153.603 4.914 5.104 1.00 0. 00 C 

ATOM 1013 CD2 PHE A 72154.006 3.179 6.690 1.00 0. 00 C 

ATOM 1014 CE1 PHE A 72153.441 3.971 4.108 1.00 0. 00 C 





WO 2004/016781 d 






ATOM 


1015 


CE2 


PHE 




ATOM 


1016 


CZ 


PHE 




ATOM 


1017 


H 


PHE 




ATOM 


1018 


HA 


PHE 


5 


ATOM 


1019 


1HB 


PHE 




ATOM 


1020 


2HB 


PHE 




ATOM 


1021 


HD1 


PHE 




ATOM 


1022 


HD2 


PHE 




ATOM 


1023 


HE1 


PHE 


10 


ATOM 


1024 


HE 2 


PHE 




ATOM 


1025 


HZ 


PHE 




ATOM 


1026 


N 


THR 




ATOM 


1027 


CA 


THR 




ATOM 


1028 


C 


THR 


15 


ATOM 


1029 


0 . 


THR 




ATOM 


1030 


CB 


THR 




ATOM 


1031 


OG1 


THR 




ATOM 


1032 


CG2 


THR 




ATOM 


1033 


H 


THR 


20 


ATOM 


1034 


HA 


THR 




ATOM 


1035 


HB 


THR 




ATOM 


1036 


HG1 


THR 




ATOM 


1037 


1HG2 


THR 




ATOM 


1038 


2HG2 


THR 


25 


ATOM 


1039 


3HG2 


THR 




ATOM 


1040 


N 


CYS 




ATOM 


1041 


CA 


CYS 




ATOM 


1042 


C 


CYS 




ATOM 


1043 


0 


CYS 



77 



A 


72153. 844 


2. 231 


A 


72153. 562 


2. 628 


A 


72156. 214 


5. 975 


A 


72155. 461 

■ Urn X w V • X w X 


7. 017 


A 


72153. 851 


5. 084 


A 


72153. 345 


6. 348 


A 


72153. 509 


5. 965 


A 


72154. 227 

1 U X sJ X« U U 1 


2. 868 


A 


72153 219 


4. 284 


A 


72153 939 


1. 181 


A 


72153 435 


1. 888 


A 


73156 221 

1 C 1 U Ui Li Li L 


4 676 


A 


73157 093 

1 (J X IS 1 • VS v/ IS 


3. 690 


A 


73156 375 


2 353 


A 


73155 407 

1 U Jl (/ U< x VS 1 


2 245 


A 


73157 569 


4 194 


A 


73157 769 


5 596 


A 


73158 861 


3 554 


A 


73155 443 

1 U lt/Ut AX vS 


5. 008 


A 


73157 950 


3. 549 


A 


73156 810 


3. 974 


A 


73158 374 


5. 820 


A 


73158 644 


2. 615 


A 


73159. 362 


4. 213 


A 


73159 498 


3. 378 


< 

A 


(41oo. 8bb 


1 0 0 ft 

1. oo9 


A 


74156. 259 


0. 010 


A 


74157. 337 


-1. 069 


A 


74158. 530 


-0. 770 



PCT/JP2003/010288 

5. 697 1. 00 0. 00 C 

4. 405 1. 00 0. 00 C 

5. 561 1. 00 0. 00 H 
8. 192 1. 00 0. 00 H 

8. 432 1. 00 0. 00 H 
7. 315 1. 00 0. 00 H 

4. 871 1. 00 0. 00 H 
7. 700 1. 00 0. 00 H 
3. 097 1. 00 0. 00 H 

5. 932 1. 00 0. 00 H 
3. 628 1. 00 0. 00 H 

9. 294 1. 00 0. 00 N 

9. 923 1. 00 0. 00 C 
10. 085 1. 00 0. 00 C 

10. 838 1. 00 0. 00 0 
11.287 1.00 0.00 C 

11. 260 1. 00 0. 00 0 

11. 744 1. 00 0. 00 C 

9. 787 1. 00 0. 00 H 
9. 283 1. 00 0. 00 H 

12. 025 1. 00 0. 00 H 

10. 549 1. 00 0. 00 H 
12. 232 1. 00 0. 00 H 
12. 438 1. 00 0. 00 H 

10. 890 1. 00 0. 00 H 
9. 374 1. 00 0. 00 N 
9. 438 1. 00 0. 00 C 
9. 474 1. 00 0. 00 C 
9. 420 1. 00 0. 00 0 
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8. 241 1. 00 0. 00 C 

8. 527 1. 00 0. 00 S 

8. 790 1. 00 0. 00 H 
10. 346 1. 00 0. 00 H 

7. 398 1. 00 0. 00 H 

7. 992 1. 00 0. 00 H 

9. 113 1. 00 0. 00 H 
9. 562 1. 00 0. 00 N 

9. 604 1. 00 0. 00 C 

8. 257 1. 00 0. 00 C 

7. 277 1. 00 0. 00 0 

10. 014 1. 00 0. 00 C 

9. 601 1. 00 0. 00 H 
10.352 1.00 0. 00 H 

9. 134 1. 00 0. 00 H 

10. 535 1. 00 0. 00 H 

10. 666 1. 00 0. 00 H 

8. 216 1. 00 0.00 N 
6. 989 1. 00 0. 00 C 
6. 123 1. 00 0. 00 C 

6. 628 1. 00 0.00 0 

7. 317 1. 00 0. 00 C 

7. 700 1. 00 0. 00 C 

8. 709 1. 00 0. 00 C 
6. 463 1. 00 0.00 C 

9. 031 1. 00 0. 00 H 
6. 442 1. 00 0. 00 H 
8. 139 1. 00 0.00 H 
6.455 1. 00 0.00 H 
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1073 HG LEU A 76162.134 -3.472 8.159 1.00 0. 00 H 

1074 1HD1 LEU A 76163.261 -4.706 9.709 1.00 0. 00 H 

1075 2HD1 LEU A 76164.585 -4.352 8.600 1.00 0. 00 H 

1076 3HD1 LEU A 76163.777 -5.919 8.536 1.00 0. 00 H 

1077 1HD2 LEU A 76162.751 -3.963 5.592 1.00 0. 00 H 

1078 2HD2 LEU A 76164.302 -4.323 6.349 1.00 0. 00 H 

1079 3HD2 LEU A 76163.560 -2.739 6.570 1.00 0. 00 H 

1080 N LYS A 77159.456 -5.600 4.817 1.00 0. 00 N 

1081 CA LYS A 77158.773 -6.486 3.881 1.00 0. 00 C 

1082 C LYS A 77157.282 -6.563 4.193 1.00 0. 00 C 

1083 0 LYS A 77156.676 -7.632 4.119 1.00 0.00 0 

1084 CB LYS A 77159.390 -7.885 3.928 1.00 0. 00 C 

1085 CG LYS A 77160.875 -7.906 3.603 1.00 0. 00 C 

1086 CD LYS A 77161.118 -7.884 2.103 1.00 0. 00 C 

1087 CE LYS A 77162.543 -7.467 1.776 1.00 0. 00 C 

1088 NZ LYS A 77163.090 -8.220 0.614 1.00 0. 00 N 

1089 H LYS A 77159.916 -4.805 4.475 1.00 0. 00 H 

1090 HA LYS A 77158.900 -6.079 2.889 1.00 0. 00 H 

1091 1HB LYS A 77159.255 -8.293 4.918 1.00 0. 00 H 

1092 2HB LYS A 77158.879 -8.515 3.215 1.00 0. 00 H 

1093 1HG LYS A 77161.343 -7.040 4.047 1.00 0. 00 H 

1094 2HG LYS A 77161.311 -8.804 4.017 1.00 0. 00 H 

1095 1HD LYS A 77160.944 .-8.872 1.705 1.00 0. 00 H 

1096 2HD LYS A 77160.434 -7.183 1.648 1.00 0. 00 H 

1097 1HE LYS A 77162.551 -6.412 1.544 1.00 0. 00 H 

1098 2HE LYS A 77163.166 -7.649 2.639 1.00 0. 00 H 

1099 1HZ LYS A 77162.550 -7.995 -0.246 1.00 0. 00 H 

1100 2HZ LYS A 77163.028 -9.244 0.790 1.00 0. 00 H 

1101 3HZ LYS A 77164.088 -7.967 0.461 1.00 0. 00 H 
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W W 

1102 N LYS A 78156.696 -5.423 4.544 1.00 0. 00 N 

1103 CA LYS A 78155.275 -5.362 4.868 1.00 0. 00 C 

1104 C LYS A 78154.692 -4.001 4.500 1.00 0. 00 C 

1105 0 LYS A 78153.843 -3.465 5.212 1.00 0.00 0 

1106 CB LYS A 78155.058 -5.638 6.357 1.00 0. 00 C 

1107 CG LYS A 78155.577 -6.994 6.806 1.00 0. 00 C 

1108 CD LYS A 78155.301 -7.234 8.282 1.00 0. 00 C 

1109 CE LYS A 78154.066 -8.098 8.483 1.00 0. 00 C 

1110 NZ LYS A 78153.349 -7.755 9.743 1.00 0. 00 N 

1111 H LYS A 78157.232 -4.604 4.586 1.00 0. 00 H 

1112 HA LYS A 78154.772 -6.123 4.293 1.00 0. 00 H 

1113 1HB LYS A 78155.565 -4.875 6.930 1.00 0. 00 H 

1114 2HB LYS A 78154.001 -5.592 6.569 1.00 0. 00 H 

1115 1HG LYS A 78155.089 -7.764 6.228 1.00 0. 00 H 

1116 2HG LYS A 78156.643 -7.035 6.636 1.00 0. 00 H 

1117 1HD LYS A 78156.152 -7.734 8.720 1.00 0. 00 H 

1118 2HD LYS A 78155.148 -6.283 8.769 1.00 0. 00 H 

1119 1HE LYS A 78153.399 -7.950 7.649 1.00 0. 00 H 

1120 2HE LYS A 78154.369 -9.134 8.522 1.00 0. 00 H 

1121 1HZ LYS A 78152.922 -8.610 10.155 1.00 0. 00 H 

1122 2HZ LYS A 78152.597 -7.065 9.549 1. 00 0. 00 H 

1123 3HZ LYS A 78154.012 -7.345 10.431 1.00 0. 00 H 

1124 N ALA A 79155.152 -3.448 3.382 1.00 0. 00 N 

1125 CA ALA A 79154.674 -2.151 2.920 1.00 0. 00 C 

1126 C ALA A 79154.599 -2.103 1.397 1.00 0. 00 C 

1127 0 ALA A 79155.621 -2.002 0.719 1.00 0.00 0 

1128 CB ALA A 79155.576 -1.041 3.440 1.00 0. 00 C 

1129 H ALA A 79155.828 -3.923 2.856 1.00 0. 00 H 

1130 HA ALA A 79153.684 -1.996 3.324 1.00 0. 00 H 
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1131 1HB ALA A 79155.178 -0.659 4.369 1.00 0. 00 H 

1132 2HB ALA A 79155.621 -0.243 2.714 1.00 0. 00 H 

1133 3HB ALA A 79156.569 -1.432 3.607 1.00 0. 00 H 

1134 N LEU A 80153.382 -2.177 0.868 1.00 0. 00 N 

1135 CA LEU A 80153.172 -2.143 -0.576 1.00 0. 00 C 

1136 C LEU A 80152.306 -0.951 -0.970 1.00 0. 00 C 

1137 0 LEU A 80151.157 -0.836 -0.541 1.00 0.00 0 

1138 CB LEU A 80152.518 -3.443 -1.047 1.00 0. 00 C 

1139 CG LEU A 80152.189 -3.497 -2.540 1.00 0. 00 C 

1140 CD 1 LEU A 80153.449 -3.741 -3.356 1.00 0. 00 C 

1141 CD2 LEU A ' 80151. 155 -4.579 -2.817 1.00 0. 00 C 

1142 H LEU A 80152.606 -2.257 1.462 1.00 0. 00 H 

1143 HA LEU A 80154.137 -2.043 -1.049 1.00 0. 00 H 

1144 1HB LEU A 80153.185 -4.261 -0.816 1.00 0. 00 H 

1145 2HB LEU A 80151.601 -3.581 -0.494 1.00 0. 00 H 

1146 HG LEU A 80151.772 -2.549 -2.845 1.00 0. 00 H 

1147 1HD1 LEU A 80153.391 -3.188 -4.282 1.00 0. 00 H 

1148 2HD1 LEU A 80153.541 -4.794 -3.571 1.00 0. 00 H 

1149 3HD1 LEU A 80154.311 -3.411 -2.794 1.00 0. 00 H 

1150 1HD2 LEU A 80150.553 -4.292 -3.666 1.00 0. 00 H 

1151 2HD2 LEU A 80150.522 -4.703 -1.951 1.00 0. 00 H 

1152 3HD2 LEU A 80151.658 -5.511 -3.032 1.00 0. 00 H 

1153 N PHE A 81152.863 -0.066 -1.789 1.00 0. 00 N 

1154 CA PHE A 81152.142 1.118 -2.242 1.00 0. 00 C 

1155 C PHE A 81151.299 0.803 -3.473 1.00 0. 00 C 

1156 0 PHE A 81151.736 0.083 -4.371 1.00 0.00 0 

1157 CB PHE A 81153.123 2.249 -2.557 1.00 0. 00 C 

1158 CG PHE A 81153.763 2.847 -1.336 1.00 0. 00 C 

1159 CD 1 PHE A 81153.243 3.993 -0.757 1.00 0. 00 C 
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ATOM 1160 CD2 PHE A 81154.883 2.260 -0.768 1.00 0. 00 C 

ATOM 1161 CE1 PHE A 81153.829 4.545 0.367 1.00 0. 00 C 

ATOM 1162 CE2 PHE A 81155.473 2.808 0.355 1.00 0. 00 C 

ATOM 1163 CZ PHE A 81154.946 3.952 0.923 1.00 0. 00 C 

5 ATOM 1164 H PHE A 81153.783 -0.212 -2.096 1.00 0. 00 H 

ATOM 1165 HA PHE A 81151.487 1.433 -1.443 1.00 0. 00 H 

ATOM 1166 1HB PHE A 81153.910 1.868 -3.191 1.00 0. 00 H 

ATOM 1167 2HB PHE A 81152.597 3.037 -3.077 1.00 0. 00 H 

ATOM 1168 HD1 PHE A 81152.370 4.457 -1. 190 1. 00 0. 00 H 

10 ATOM 1169 HD2 PHE A 81155.296 1.367 -1.212 1.00 0. 00 H 

ATOM 1170 HE 1 PHE A 81153.416 5.439 0.809 1.00 0. 00 H 

ATOM 1171 HE2 PHE A 81156.346 2.343 0.788 1.00 0. 00 H 

ATOM 1172 HZ PHE A 81155.407 4.381 1.802 1.00 0. 00 H 

ATOM 1173 N VAL A 82150.087 1.347 -3.509 1.00 0. 00 N 

15 ATOM 1174 CA VAL A 82149.182 1.124 -4.631 1.00 0. 00 C 

ATOM 1175 C VAL A 82148.297 2.342 -4.873 1.00 0. 00 C 

ATOM 1176 0 VAL A 82148.200 3.229 -4.027 1.00 0.00 0 

ATOM 1177 CB VAL A 82148.288 -0.107 -4.394 1.00 0. 00 C 

ATOM 1178 CGI VAL A 82149.115 -1.382 -4.425 1.00 0. 00 C 

20 ATOM 1179 CG2 VAL A 82147.539 0.021 -3.077 1.00 0. 00 C 

ATOM 1180 H VAL A 82149.794 1.912 -2.764 1.00 0. 00 H 

ATOM 1181 HA VAL A 82149.780 0.945 -5.512 1.00 0. 00 H 

ATOM 1182 HB VAL A 82147.561 -0.158 -5.192 1.00 0. 00 H 

ATOM 1183 1HG1 VAL A 82149.562 -1.499 -5.401 1.00 0. 00 H 

25 ATOM 1184 2HG1 VAL A 82148.478 -2.230 -4.217 1.00 0. 00 H 

ATOM 1185 3HG1 VAL A 82149.893 -1.325 -3.677 1.00 0. 00 H 

ATOM 1186 1HG2 VAL A 82147.408 -0.959 -2.641 1.00 0. 00 H 

ATOM 1187 2HG2 VAL A 82146.572 0.469 -3.254 1.00 0. 00 H 

ATOM 1188 3HG2 VAL A 82148.106 0.644 -2.400 1.00 0. 00 H 
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ATOM 1189 N LYS A 83147.652 2.375 -6.035 1.00 0. 00 N 

ATOM 1190 CA LYS A 83146.774 3.484 -6.390 1.00 0. 00 C 

ATOM 1191 C LYS A 83145.517 3.482 -5.528 1.00 0. 00 C 

ATOM 1192 0 LYS A 83144.750 2.518 -5.530' 1.00 0.00 0 

5 ATOM 1193 CB LYS A 83146.392 3.406 -7.870 1.00 0. 00 C 

ATOM 1194 CG LYS A 83147.588 3.405 -8.808 1.00 0. 00 C 

ATOM 1195 CD LYS A 83147.168 3.152 -10.247 1.00 0. 00 C 

ATOM 1196 CE LYS A 83147.976 3. 993 -11. 220 1. 00 0. 00 C 

ATOM 1197 NZ LYS A 83148.286 3.250 -12.472 1.00 0. 00 N 

10 ATOM 1198 H LYS A 83147.770 1.637 -6.669 1.00 0. 00 H 

ATOM 1199 HA LYS A 83147.313 4.403 -6.216 1.00 0. 00 H 

ATOM 1200 1HB LYS A 83145.830 2.498 -8.038 1.00 0. 00 H 

ATOM 1201 2HB LYS A 83145.770 4.254 -8.115 1.00 0. 00 H 

ATOM 1202 1HG LYS A 83148.078 4.366 -8.751 1.00 0. 00 H 

15 ATOM 1203 2HG LYS A 83148.274 2.630 -8.501 1.00 0. 00 H 

ATOM 1204 1HD LYS A 83147.318 2.108 -10.477 1.00 0. 00 H 

ATOM 1205 2HD LYS A 83146.121 3.398 -10.354 1.00 0. 00 H 

ATOM 1206 1HE LYS A 83147.410 4.879 -11.469 1.00 0. 00 H 

ATOM 1207 2HE LYS A 83148.902 4.282 -10.744 1.00 0. 00 H 

20 ATOM 1208 1HZ LYS A 83149.234 3.508 -12.816 1.00 0. 00 H 

ATOM 1209 2HZ LYS A 83147.589 3.481 -13.207 1.00 0. 00 H 

ATOM 1210 3HZ LYS A 83148.261 2.226 -12.296 1.00 0. 00 H 

ATOM 1211 N LEU A 84145.313 4.569 -4.792 1.00 0. 00 N 

ATOM 1212 CA LEU A 84144.151 4.700 -3.922 1.00 0. 00 C 

25 ATOM 1213 C LEU A 84142.856 4.573 -4.719 1.00 0. 00 C 

ATOM 1214 0 LEU A 84141. 863 4. 038 -4. 227 1. 00 0. 00 0 

ATOM 1215 CB LEU A 84144.189 6.045 -3.194 1.00 0. 00 C 

ATOM 1216 CG LEU A 84142. 978 6. 339 -2. 308 1. 00 0. 00 C 

ATOM 1217 CD 1 LEU A 84143.141 5.682 -0.946 1.00 0. 00 C 
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2. 158 1. 00 0. 00 C 

4. 836 1. 00 0. 00 H 

•3. 193 1. 00 0. 00 H 

•2. 577 1. 00 0. 00 H 

■3. 934 1. 00 0. 00 H 

-2. 771 1. 00 0. 00 H 

-1. 063 1. 00 0. 00 H 

-0. 497 1. 00 0. 00 H 

-0. 309 1. 00 0. 00 H 

-1. 571 1. 00 0. 00 H 

-3. 134 1. 00 0. 00 H 

-1. 663 1. 00 0. 00 H 

-5.951 1.00 0. 00 . N 

-6. 815 1. 00 0. 00 C 

-7. 138 1. 00 0. 00 C 

-7. 421 1. 00 0. 00 0 

-8. 109 1. 00 0. 00 C 

-8. 941 1. 00 0. 00 C 

-9. 955 1. 00 0. 00 C 

10. 542 1. 00 0. 00 C 

11. 362 1. 00 0. 00 N 
-6. 287 1. 00 0. 00 H 
-6. 289 1. 00 0. 00 H 
-8. 710 1.00 0.00 H 
-7.862 1.00 0.00 H 
-8. 283 1. 00 0. 00 H 
-9. 465 1. 00 0.00 H 
-10. 753 LOO 0.00 H 
-9. 466 1. 00 0. 00 H 
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ATOM 1247 1HE LYS A 85145.613 5.567 -9.734 1.00 0. 00 H 

ATOM 1248 2HE LYS A 85144.790 4.948 -11.165 1.00 0. 00 H 

ATOM 1249 1HZ LYS A 85145.891 7.666 -10.746 1.00 0. 00 H 

ATOM 1250 2HZ LYS A 85144.850 7.287 -12.023 1.00 0. 00 H 

5 ATOM 1251 3HZ LYS A 85146.356 6.526 -11.906 1.00 0. 00 H 

ATOM 1252 N SERA 86142.322 2.682 -7.094 1.00 0. 00 N 

ATOM 1253 CA SERA 86142.098 1.271 -7.381 1.00 0. 00 C 

ATOM 1254 C SERA 86142.057 0.453 -6.095 1.00 0. 00 C 

ATOM 1255 0 SERA 86142. 443 -0. 716 -6.079 1.00 0.00 0 

10 ATOM 1256 CB SERA 86143.194 0.737 -8.305 1.00 0. 00 C 

ATOM 1257 OG SERA 86143.269 1.496 -9.499 1.00 0.00 0 

ATOM 1258 H SERA 86143.225 2.984 -6.862 1.00 0. 00 H 

ATOM 1259 HA SERA 86141.144 1.182 -7.881 1.00 0. 00 H 

ATOM 1260 1HB SERA 86144.146 0.792 -7.799 1.00 0. 00 H 

15 ATOM 1261 2HB SERA 86142.980 -0.290 -8.558 1.00 0. 00 H 

ATOM 1262 HG SERA 86142.385 1.639 -9.845 1.00 0. 00 H 

ATOM 1263 N CYS A 87141.587 1.075 -5.018 1.00 0. 00 N 

ATOM 1264 CA CYS A 87141.496 0.404 -3.726 1.00 0. 00 C 

ATOM 1265 C CYS A 87140.043 0.114 -3.366 1.00 0. 00 C 

20 ATOM 1266 0 CYS A 87139.125 0.737 -3.901 1.00 0.00 0 

ATOM 1267 CB CYS A 87142.143 1.260 -2.637 1.00 0. 00 C 

ATOM 1268 SG CYS A 87143.948 1.167 -2.600 1.00 0. 00 S 

ATOM 1269 H CYS A 87141.296 2.007 -5.094 1.00 0. 00 H 

ATOM 1270 HA CYS A 87142.029 -0.532 -3.801 1.00 0. 00 H 

25 ATOM 1271 1HB CYS A 87141.871 2.293 -2.792 1.00 0. 00 H 

ATOM 1272 2HB CYS A 87141.777 0.938 -1.673 1.00 0. 00 H 

ATOM 1273 HG CYS A 87144.265 1.809 -1.959 1.00 0. 00 H 

ATOM 1274 N ARG A 88139.840 -0.834 -2.458 1.00 0. 00 N 

ATOM 1275 CA ARG A 88138.497 -1.205 -2.028 1.00 0. 00 C 
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1276 C ARG A 88138.413 -1.271 -0.503 1.00 0. 00 C 

1277 0 ARG A 88139.296 -1.826 0.151 1.00 0.00 0 

1278 CB ARG A 88138.102 -2.555 -2.631 1.00 0. 00 C 

1279 CG ARG A 88137.308 -2.435 -3.921 1.00 0. 00 C 

1280 CD ARG A 88135.810 -2.459 -3.658 1.00 0. 00 C 

1281 NE ARG A 88135.049 -1.912 -4.778 1.00 0. 00 N 

1282 CZ ARG A 88133.789 -1.490 -4.682 1.00 0. 00 C 

1283 NH1 ARG A 88133.148 -1.550 -3.522 1.00 0. 00 N 

1284 NH2 ARG A 88133.171 -1.005 -5.749 1.00 0. 00 N 

1285 H ARG A 88140.612 -1.296 -2.068 1.00 0. 00 H . 

1286 HA ARG A 88137.816 -0.449 -2.386 1,00 0. 00 H 

1287 1HB ARG A 88138.998 -3.121 -2.836 1.00 0. 00 H 

1288 2HB ARG A 88137.502 -3.096 -1.914 1.00 0. 00 H 

1289 1HG ARG A 88137.563 -1.504 -4.405 1.00 0. 00 H 

1290 2HG ARG A 88137.564 -3.262 -4.568 1.00 0. 00 H 

1291 1HD ARG A 88135.504 -3.481 -3.491 1.00 0. 00 H 

1292 2HD ARG A 88135.604 -1.873 -2.773 1.00 0. 00 H 

1293 HE ARG A 88135.498 -1.856 -5.647 1.00 0. 00 H 

1294 1HH1 ARG A 88133.608 -1.915 -2.713 1.00 0. 00 H 

1295 2HH1 ARG A 88132.203 -1.231 -3.456 1.00 0. 00 H 

1296 1HH2 ARG A 88133.649 -0.958 -6.626 1.00 0. 00 H 

1297 2HH2 ARG A 88132.225 -0.688 -5.678 1.00 0. 00 H 

1298 N PRO A 89137. 344 -0. 704 0. 089 1. 00 0. 00 N 

1299 CA PRO A 89137. 157 -0. 707 1. 544 1. 00 0. 00 C 

1300 C PROA 89137.223 -2.113 2.132 1.00 0. 00 C 

1301 0 PROA 89136.564 -3.031 1.646 1.00 0.00 0 

1302 CB PROA 89135.757 -0.117 1.729 1.00 0. 00 C 

1303 CG PROA 89135.519 0.693 0.503 1.00 0. 00 C 

1304 CD PROA 89136.239 -0.019 -0.608 1.00 0. 00 C 
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1. 00 0. 00 H 
1. 00 0. 00 H 
1. 00 0. 00 H 
1. 00 0. 00 H 
1. 00 0. 00 H 
1. 00 0. 00 H 
1. 00 0. 00 H 
ASP A 90138.021 -2.273 3.183 1.00 0. 00 N 
ASP A 90138. 172 -3. 568 3. 838 1. 00 0. 00 C 
ASP A 90137.378 -3.612 5.140 1.00 0. 00 C 
ASP A 90137.759 -2.992 6.133 1.00 0.00 0 
ASP A 90139.6.48 -3.854 4.116 1.00 0. 00 C 
ASP A 90139.948 -5.339 4.174 1.00 0. 00 C 
ASP A 90140.366 -5.819 5.248 1.00 0.00 0 
ASP A 90139.764 -6.022 3.144 1.00 0.00 0 
ASP A 90138. 520 -1. 503 3. 526 1. 00 0. 00 H 
ASP A 90137.787 -4.323 3.170 1.00 0. 00 H 
ASP A 90140. 247 -3. 414 3.333 1.00 0. 00 H 
ASP A 90139.921 -3.412 5.063 1.00 0. 00 H 
SERA 91136.274 -4.352 5.129 1.00 0. 00 N 
SERA 91135.426 -4.478 6.310 1.00 0. 00 C 
SERA 91135.724 -5.774 7.057 1.00 0. 00 C 
SERA 91134.840 -6.355 7.688 1.00 0.00 0 
SERA 91133.950 -4.434 5.911 1.00 0. 00 C 
SERA 91133.158 -3.879 6.947 1.00 0.00 0 
SERA 91136.023 -4.823 4.308 1.00 0. 00 H 
SERA 91135.639 -3.644 6.961 1.00 0. 00 H 
SERA 91133.837 -3.827 5.024 1.00 0. 00 H 
SERA 91133.605 -5.436 5.708 1.00 0. 00 H 





ATOM 




ATOM 




ATOM 




ATOM 


e; 

0 


ATOM 

A 1 V/JU 




ATOM 

Al \Jm 




ATOM 

A 1 U1Y1 




ATOM 




ATOM 


10 

1U 


ATOM 
AlUM 




ATOM 




ATOM 




ATOM 
aIUm 




ATOM 
aium 


1 R 

1 0 


ATOM 

/HUM 




ATOM 
aIUm 




ATOM 




ATOM 

A 1 U1V1 




ATOM 

al Urn 


?o 


ATOM 




ATOM 

/HUM 




ATOM 




ATOM 

A1U1U 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 



WO 2004/016781 PCT/JP2003/010288 

w w 

1334 HG SERA 91132.243 -3.834 6.660 1.00 0. 00 H 

1335 N ARG A 92136.972 -6.223 6.981 1.00 0. 00 N 

1336 CA ARG A 92137.384 -7.451 7.650 1.00 0. 00 C 

1337 C ARG A 92137.327 -7.291 9.166 1.00 0. 00 C 

1338 0 ARG A 92137.085 -8.254 9.893 1.00 0.00 0 

1339 CB ARG A 92138.798 -7.842 7.220 1.00 0. 00 C 

1340 CG ARG A 92138.835 -8.741 5.995 1.00 0. 00 C 

1341 CD ARG A 92140.147 -9.503 5.902 1.00 0. 00 C 

1342 NE ARG A 92140.288 -10.485 6.976 1.00 0. 00 N 

1343 CZ ARG A 92139.667 -11.663 6.989 1.00 0. 00 C 

1344 NH1 ARG A 92138.865 -12.010 5.991 1.00 0. 00 N 

1345 NH2 ARG A 92139.851 -12.496 8.004 1.00 0. 00 N 

1346 H ARG A 92137.632 -5.717 6.462 1.00 0. 00 H 

1347 HA ARG A 92136.700 -8.234 7.358 1.00 0. 00 H 

1348 1HB ARG A 92139.355 -6.944 6.997 1.00 0. 00 H 

1349 2HB ARG A 92139.281 -8.361 8.035 1.00 0. 00 H 

1350 1HG ARG A 92138. 022 -9. 450 6. 056 1. 00 0. 00 H 

1351 2HG ARG A 92138.719 -8.133 5.109 1.00 0. 00 H 

1352 1HD ARG A 92140.185 -10.016 4.953 1.00 0. 00 H 

1353 2HD ARG A 92140.963 -8.798 5.962 1.00 0. 00 H 

1354 HE ARG A 92140.875 -10.253 7.725 1.00 0. 00 H 

1355 1HH1 ARG A 92138.722 -11.386 5.223 1.00 0. 00 H 

1356 2HH1 ARG A 92138.403 -12.896 6.007 1.00 0. 00 H 

1357 1HH2 ARG A 92140.455 -12.240 8.758 1.00 0. 00 H 

1358 2HH2 ARG A 92139. 385 -13. 381 8. 014 . 1. 00 0. 00 H 

1359 N PHE A 93137.554 -6.068 9.637 1.00 0. 00 N 

1360 CA PHE A 93137.528 -5.782 11.067 1.00 0. 00 C 

1361 C PHE A 93136.525 -4.678 11.385 1.00 0. 00 C 

1362 0 PHE A 93136.707 -3.917 12.335 1.00 0.00 0 
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11. 551 1. 00 0. 00 C 

11. 626 1. 00 0. 00 C 

12. 834 1. 00 0. 00 C 
10.489 1. 00 0.00 C 
12. 907 1. 00 0.00 C 

10. 555 1. 00 0. 00 C 

11. 765 1. 00 0. 00 C 
9. 007 1. 00 0. 00 H 

11.579 1.00 0. 00 H 

10. 874 1. 00 0. 00 H 

12. 537 1. 00 0. 00 H 
13.727 1.00 0. 00 H 

9. 543 1. 00 0. 00 H 

13. 854 1. 00 0. 00 H 

9. 662 1. 00 0. 00 H 

11. 820 1. 00 0. 00 H 

10. 586 1. 00 0. 00 N 

10. 785 1. 00 0. 00 C 

11. 602 1. 00 0. 00 C 
11. 227 1. 00 0. 00 0 
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17. 778 1. 00 0. 00 C 

17.433 1.00 0. 00 0 

16. 763 1. 00 0. 00 C 

16.001 1.00 0.00 C 

16. 897 1. 00 0. 00 C 

17. 686 1. 00 0. 00 0 

16. 778 1. 00 0. 00 N 
16.015 1.00 0. 00 H 

17. 896 1.00 0. 00 H 

16. 139 1. 00 0. 00 H 
17.656 1.00 0. 00 H 
15. 236 1. 00 0. 00 H 
15. 540 1. 00 0. 00 H 
16.128 1.00 0. 00 H 

17. 345 1. 00 0. 00 H 

18. 702 1. 00 0. 00 N 

19. 366 1.00 0. 00 C 

19. 971 1. 00 0. 00 C 
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20. 467 1. 00 0. 00 C 
19. 969 1. 00 0. 00 C 

19. 173 1. 00 0. 00 C 
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ATOM 1450 N SERA 99126.021 -5.025 20.346 1.00 0. 00 N 

ATOM 1451 CA SERA 99124.818 -5.596 20.940 1.00 0. 00 C 

ATOM 1452 C SERA 99123.564 -4.983 20.323 1.00 0. 00 C 

ATOM 1453 0 SERA 99123.584 -3.845 19.855 1.00 0.00 0 

5 ATOM 1454 CB SERA 99124.815 -5.377 22.453 1.00 0. 00 C 

ATOM 1455 OG SERA 99125.417 -6.469 23.127 1.00 0.00 0 

ATOM 1456 H SERA 99126.079 -4.054 20.222 1.00 0. 00 H 

ATOM 1457 HA SERA 99124.820 -6.657 20.738 1.00 0. 00 H 

ATOM 1458 1HB SERA 99125.367 -4.479 22.686 1.00 0. 00 H 

10 ATOM 1459 2HB SERA 99123.797 -5.273 22.798 1.00 0. 00 H 

ATOM 1460 HG SERA 99124.734 -7.021 23.516 1.00 0. 00 H 

ATOM 1461 N GLY A 100122. 475 -5.744 20.327 1.00 0. 00 N 

ATOM 1462 CA GLY A 100121. 229 -5.258 19.766 1.00 0. 00 C 

ATOM 1463 C GLY A 100120. 594 -4.171 20.614 1.00 0. 00 C 

15 ATOM 1464 0 GLY A 100120. 434 -3.039 20.157 1.00 0.00 0 

ATOM 1465 H GLY A 100122. 518 -6.644 20.714 1.00 0. 00 H 

ATOM 1466 1HA GLY A 100121. 420 -4.864 18.779 1.00 0. 00 H 

ATOM 1467 2HA GLY A 100120. 537 -6.085 19.685 1.00 0. 00 H 

ATOM 1468 N PRO A 101120. 221 -4.486 21.866 1.00 0. 00 N 

20 ATOM 1469 CA PRO A 101119. 600 -3.515 22.773 1.00 0. 00 C 

ATOM 1470 C PRO A 101120. 582 -2.443 23.233 1.00 0. 00 C 

ATOM 1471 0 PRO A 101121. 475 -2.709 24.038 1.00 0.00 0 

ATOM 1472 CB PRO A 101119. 150 -4.372 23.959 1.00 0. 00 C 

ATOM 1473 CG PRO A 101120. 062 -5.549 23.942 1.00 0. 00 C 

25 ATOM 1474 CD PRO A 101120. 374 -5.812 22.495 1.00 0. 00 C 

ATOM 1475 HA PRO A 101118. 741 -3.043 22.319 1.00 0. 00 H 

ATOM 1476 1HB PRO A 101119. 249 -3.806 24.873 1.00 0. 00 H 

ATOM 1477 2HB PRO A 101118. 121 -4.669 23.821 1.00 0. 00 H 

ATOM 1478 1HG PRO A 101120. 966 -5.320 24.485 1.00 0. 00 H 
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9 93 V 

ATOM 1479 2HG PRO A 101119. 566 -6.403 24.379 1.00 0. 00 H 

ATOM 1480 1HD PRO A 101121. 386 -6.175 22.387 1.00 0. 00 H 

ATOM 1481 2HD PRO A 101119. 671 -6.518 22.079 1.00 0. 00 H 

ATOM 1482 N SER A 102120. 410 -1.230 22.718 1.00 0. 00 N 

5 ATOM 1483 CA SER A 102121. 282 -0.117 23.077 1.00 0. 00 C 

ATOM 1484 C SER A 102120. 786 0.576 24.341 1.00 0. 00 C 

ATOM 1485 0 SER A 102121. 581 1.051 25.153 1.00 0.00 0 

ATOM 1486 CB SER A 102121. 358 0.889 21.926 1.00 0. 00 C 

ATOM 1487 OG SER A 102120. 064 1.307 21.527 1.00 0.00 0 

10 ATOM 1488 H SER A 102119. 679 -1.080 22.081 1.00 0. 00 H 

ATOM 1489 HA SER A 102122. 268 -0.515 23.261 1.00 0. 00 H 

ATOM 1490 1HB SER A 102121. 918 1.755 22.245 1.00 0. 00 H 

ATOM 1491 2HB SER A 102121. 851 0.430 21.082 1.00 0. 00 H 

ATOM 1492 HG SER A 102119. 966 2.248 21.690 1.00 0. 00 H 

15 ATOM 1493 N SER A 103119. 468 0.630 24.503 1.00 0. 00 N 

ATOM 1494 CA SER A 103118. 867 1.265 25.670 1.00 0. 00 C 

ATOM 1495 C SER A 103119. 270 0.543 26.952 1.00 0. 00 C 

ATOM 1496 0 SER A 103118. 782 -0.550 27.240 1.00 0.00 0 

ATOM 1497 CB SER A 103117. 343 1.283 25.539 1.00 0. 00 C 

20 ATOM 1498 OG SER A 103116. 799 2.484 26.058 1.00 0.00 0 

ATOM 1499 H SER A 103118. 886 0.234 23.821 1.00 0. 00 H 

ATOM 1500 HA SER A 103119. 226 2.282 25.716 1.00 0. 00 H 

ATOM 1501 1HB SER A 103117. 073 1.202 24.497 1.00 0. 00 H 

ATOM 1502 2HB SER A 103116. 927 0.448 26.083 1.00 0. 00 H 

25 ATOM 1503 HG SER A 103116. 312 2.293 26.864 1.00 0. 00 H 

ATOM 1504 N GLY A 104120. 165 1.160 27.717 1.00 0. 00 N 

ATOM 1505 CA GLY A 104120. 618 0.561 28.957 1.00 0. 00 C 

ATOM 1506 C GLY A 104119. 539 0.545 30.022 1.00 0. 00 C 

ATOM 1507 0 GLY A 104119. 748 -0.103 31.070 1.00 0.00 0 
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ATOM 1508 OXT GLY A 104118.485 1.179 29.809 1.00 0.00 0 

ATOM 1509 H GLY A 104120. 520 2.029 27.436 1.00 0. 00 H 

ATOM 1510 1HA GLY A 104120. 930 -0.455 28.762 1.00 0. 00 H 

ATOM 1511 2HA GLY A 104121. 464 1.121 29.327 1.00 0. 00 H 
5 TER 1512 GLY A 104 
ENDMDL 
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0. 198 1. 00 0. 00 C . 

0. 929 1. 00 0. 00 C 

0. 805 1. 00 0. 00 0 

•1. 182 1. 00 0. 00 C 

■1. 821 1. 00 0. 00 0 

0. 859 1. 00 0. 00 H 

0. 077 1. 00 0. 00 H 
-1. 076 1. 00 0. 00 H 
-1.796 1. 00 0. 00 H 
-1. 475 1. 00 0. 00 H 

1. 688 1. 00 0. 00 N 

2. 428 1. 00 0. 00 C 

1. 960 1. 00 0. 00 C 

2. 760 1. 00 0. 00 0 

1. 750 1. 00 0. 00 H 

2. 304 1. 00 0. 00 H 

3. 475 1. 00 0. 00 H 
0. 662 1. 00 0. 00 N 
0. 089 1. 00 0. 00 C 

-0. 668 1. 00 0. 00 C 

-0. 705 1. 00 0. 00 0 

-0. 847 1. 00 0. 00 C 

-0. 148 1. 00 0. 00 C 

-1. 018 1. 00 0. 00 C 

0. 192 1. 00 0. 00 C 

0. 076 1. 00 0. 00 H 

0. 901 1. 00 0. 00 H 

-1. 486 1. 00 0. 00 H 

-1. 465 1. 00 0. 00 H 
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AT0M80 HG LEU A 8124.130 0.594 0.775 1.00 0. 00 H 

AT0M81 1HD1 LEU A 8122.467 -0.437 -0.390 1.00 0. 00 H 

AT0M82 2HD1 LEU A 8123. 557 -1. 026 -1. 646 1. 00 0. 00 H 

ATOM83 3HD1 LEU A 8123. 050 0. 664 -1. 638 1. 00 0. 00 H 

5 AT0M84 1HD2 LEU A 8124.669 -1.943 0.118 1.00 0. 00 H 

ATOM85 2HD2 LEU A 8125.689 -0.992 1.198 1.00 0. 00 H 

AT0M86 3HD2 LEU A 8126. 129 -1. 171 -0. 500 1. 00 0. 00 H 

AT0M87 N ALA A 9127.025 3.949 -1.271 1.00 0. 00 N 

AT0M88 CA ALA A 9128.032 4.684 -2.027 1.00 0. 00 C 

10 AT0M89 C ALA A 9128.353 6.018 -1.362 1.00 0. 00 C 

ATOM90 0 ALA A 9127.467 6.685 -0.828 1.00 0.00 0 

AT0M91 CB ALA A 9127.559 4.904 -3.456 1.00 0. 00 C 

ATOM92 H ALA A 9126.117 4.312 -1.204 1.00 0. 00 H 

ATOM93 HA ALA A 9128.930 4.083 -2.058 1.00 0. 00 H 

15 AT0M94 1HB ALA A 9126.948 4.070 -3.766 1.00 0. 00 H 

AT0M95 2HB ALA A 9128.415 4.986 -4.110 1.00 0. 00 H 

AT0M96 3HB ALA A 9126.979 5.813 -3.507 1.00 0. 00 H 

AT0M97 N MET A 10129. 625 6. 399 -1. 399 1. 00 0. 00 N 
AT0M98 CA MET A 10130. 064 7. 654 -0. 799 1. 00 0. 00 C 
20 AT0M99 C MET A 10131.140 8.320 -1.656 1.00 0. 00 C 

ATOM 100 0 MET A 10132.329 8.052 -1.490 1.00 0.00 0 

ATOM 101 CB MET A 10130.601 7.410 0.612 1.00 0. 00 C 

ATOM 102 CG MET A 10129.515 7.117 1.634 1.00 0. 00 C 

ATOM 103 SD MET A 10130.052 5.956 2.905 1.00 0. 00 S 

25 ATOM 104 CE MET A 10128.479 5.283 3.435 1.00 0. 00 C 

ATOM 105 H MET A 10130.285 5.823 -1.839 1.00 0. 00 H 

ATOM 106 HA MET A 10129.209 8.311 -0.740 1.00 0. 00 H 

ATOM 107 1HB MET A 10131.277 6.568 0.586 1.00 0. 00 H 

ATOM 108 2HB MET A 10131.144 8.286 0.935 1.00 0. 00 H 
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W W 

"ATOM 109 1HG MET A 10129.229 8.043 2.110 1.00 0. 00 H 

ATOM 110 2HG MET A 10128.661 6.699 1.121 1.00 0. 00 H 

ATOM 111 1HE MET A 10127.696 6.001 3.239 1.00 0. 00 H 

ATOM 112 2HE MET A 10128.516 5.071 4.493 1.00 0. 00 H 

5 ATOM 113 3HE MET A 10128.277 4.371 2.892 1.00 0. 00 H 

ATOM 114 N PROA 11130.733 9.201 -2.588 1.00 0. 00 N 

ATOM 115 CA PROA 11131.672 9.903 -3.467 1.00 0. 00 C 

ATOM 116 C PROA 11132.708 10.710 -2.687 1.00 0. 00 C 

ATOM 117 0 PROA 11133.901 10.639 -2.976 1.00 0.00 0 

10 ATOM 118 CB PROA 11130.781 10.836 -4.295 1.00 0. 00 C 

ATOM 119 CG PROA 11129.406 10.270 -4.185 1.00 0. 00 C 

ATOM 120 CD PROA 11129.335 9.581 -2.851 1.00 0. 00 C 

ATOM 121 HA PROA 11132.181 9.214 -4.125 1.00 0. 00 H 

ATOM 122 1HB PROA 11130.831 11.836 -3.892 1.00 0. 00 H 

15 ATOM 123 2HB PROA 11131.120 10.841 -5.321 1.00 0. 00 H 

ATOM 124 1HG PROA 11128.680 11.066 -4.229 1.00 0. 00 H 

ATOM 125 2HG PROA 11129.236 9.561 -4.981 1.00 0. 00 H 

ATOM 126 1HD PROA 11128.971 10.260 -2.095 1.00 0. 00 H 

ATOM 127 2HD PROA 11128.704 8.707 -2.911 1.00 0. 00 H 

20 ATOM 128 N PROA 12132.269 11.487 -1.678 1.00 0. 00 N 

ATOM 129 CA PROA 12133.179 12.297 -0.861 1.00 0. 00 C 

ATOM 130 C PROA 12134.284 11.455 -0.232 1.00 0. 00 C 

ATOM 131 0 PROA 12135.340 11.970 0.133 1.00 0.00 0 

ATOM 132 CB PROA 12132.272 12.882 0.225 1.00 0. 00 C 

25 ATOM 133 CG PROA 12130.903 12.847 -0.360 1.00 0. 00 C 

ATOM 134 CD PROA 12130.866 11.636 -1.249 1.00 0. 00 C 

ATOM 135 HA PROA 12133.622 13.096 -1.437 1.00 0. 00 H 

ATOM 136 1HB PROA 12132.336 12.276 1.117 1.00 0. 00 H 

ATOM 137 2HB PROA 12132.579 13.893 0.447 1.00 0. 00 H 
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0. 426 1. 00 0. 00 H 

-0. 940 1. 00 0. 00 H 

-0.691 1. 00 0. 00 H 

-2. 094 1. 00 0. 00 H 

-0. 108 1. 00 0. 00 N 

0. 477 1. 00 0. 00 C 

-0. 339 1. 00 0. 00 C 

0. 193 1. 00 0. 00 0 

-0. 417 1. 00 0. 00 H 

0. 552 1. 00 0. 00 H 

1. 470 1. 00 0. 00 H 
-1. 638 1. 00 0. 00 N 
-2. 536 1. 00 0. 00 C 
-2. 612 1. 00 0. 00 C 
-3. 562 1. 00 0. 00 0 
-2. 078 1. 00 0. 00 C 
-2. 265 1. 00 0. 00 C 
-3. 375 1. 00 0. 00 0 
-1. 173 1. 00 0. 00 N 
-2. 000 1. 00 0. 00 H 
-3. 520 1. 00 0. 00 H 
-1. 032 1. 00 0. 00 H 
-2. 652 1. 00 0. 00 H 
-0. 322 1. 00 0. 00 H 
-1. 264 1. 00 0. 00 H 
-1. 607 1. 00 0. 00 N 
-1. 564 1. 00 0. 00 C 
-0. 139 1. 00 0. 00 C 

0. 107 1. 00 0. 00 0 
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ATOM 196 H GLY A 17135.589 4.257 2.119 1.00 0. 00 H 

ATOM 197 1HA GLY A 17136.145 6.631 3.200 1.00 0. 00 H 

ATOM 198 2HA GLY A 17135.736 5.707 4.637 1.00 0. 00 H 

ATOM 199 N LEU A 18138.175 5.015 2.519 1.00 0. 00 N 

5 ATOM 200 CA LEU A 18139.539 4.503 2.434 1. 00 0. 00 C 

ATOM 201 C LEU A 18140.547 5.574 2.836 1.00 0. 00 C - 

ATOM 202 0 LEU A 18140.918 6.426 2.029 1.00 0.00 0 

ATOM 203 CB LEU A 18139.833 4.014 1.015 1.00 0. 00 C 

ATOM 204 CG LEU A 18138.730 3.165 0.380 1.00 0. 00 C 

10 ATOM 205 CD 1 LEU A 18138.853 3.178 -1.136 1.00 0. 00 C 

ATOM 206 CD 2 LEU A 18138.786 1.740 0.909 1. 00 0. 00 C 

ATOM 207 H LEU A 18137.723 5.308 1.701 1.00 0. 00 H 

ATOM 208 HA LEU A 18139.623 3.672 3.116 1.00 0. 00 H 

ATOM 209 1HB LEU A 18140.002 4.877 0.387 1.00 0. 00 H 

15 ATOM 210 2HB LED A 18140. 739 3.426 1.040 1.00 0. 00 H 

ATOM 211 HG LEU A 18137.769 3.583 0.641 1.00 0. 00 H 

ATOM 212 1HD1 LEU A 18139.875 2.973 -1.416 1.00 0. 00 H 

ATOM 213 2HD1 LEU A 18138.564 4.149 -1.512 1.00 0. 00 H 

ATOM 214 3HD1 LEU A 18138.205 2.423 -1.556 1.00 0. 00 H 

20 ATOM 215 1HD2 LEU A 18137.874 1.224 0.648 1.00 0. 00 H 

ATOM 216 2HD2 LEU A 18138.895 1.758 1.983 1.00 0. 00 H 

ATOM 217 3HD2 LEU A 18139.629 1.226 0.470 1.00 0. 00 H 

ATOM 218 N GLU A 19140.988 5.523 4.088 1.00 0. 00 N 

ATOM 219 CA GLU A 19141.956 6.488 4.598 1.00 0. 00 C 

25 ATOM 220 C GLU A 19143.006 5.799 5.464 1.00 0. 00 C 

ATOM 221 0 GLU A 19142.962 4.585 5.662 1.00 0.00 0 

ATOM 222 CB GLU A 19141.246 7.576 5.405 1.00 0. 00 C 

ATOM 223 CG GLU A 19140.290 7.030 6.453 1.00 0. 00 C 

ATOM 224 CD GLU A 19140.046 8.008 7.586 1.00 0. 00 C 
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W 102 W 

ATOM 225 0E1 GLU A 19139.639 7.561 8.679 1.00 0.00 0 

ATOM 226 0E2 GLU A 19140.261 9.220 7.380 1.00 0.00 0 

ATOM 227 H GLU A 19140.656 4.819 4.684 1.00 0. 00 H 

ATOM 228 HA GLU A 19142.447 6.944 3.751 1.00 0. 00 H 

5 ATOM 229 1HB GLU A 19141.989 8.180 5.907 1.00 0. 00 H 

ATOM 230 2HB GLU A 19140.683 8.202 4.728 1.00 0. 00 H 

ATOM 231 1HG GLU A 19139.345 6.807 5.981 1.00 0. 00 H 

ATOM 232 2HG GLU A 19140.708 6.122 6.864 1.00 0. 00 H 

ATOM 233 N VAL A 20143.949 6.582 5.978 1.00 0. 00 N 

10 ATOM 234 CA VAL A 20145.009 6.047 6.822 1.00 0. 00 C 

ATOM 235 C VAL A 20144.435 5.407 8.082 1.00 0. 00 C 

ATOM 236 0 VAL A 20143.542 5.963 8.722 1.00 0.00 0 

ATOM 237 CB VAL A 20146.013 7.144 7.229 1.00 0. 00 C 

ATOM 238 CGI VAL A 20147.191 6.540 7.979 1.00 0. 00 C 

15 ATOM 239 CG2 VAL A 20146.489 7.914 6.004 1.00 0. 00 C 

ATOM 240 H VAL A 20143. 931 7. 543 5. 783 1. 00 0. 00 H 

ATOM 241 HA VAL A 20145. 539 5. 294 6. 257 1. 00 0. 00 H 

ATOM 242 HB VAL A 20145.512 7.835 7.889 1.00 0. 00 H 

ATOM 243 1HG1 VAL A 20147.488 5.618 7.501 1.00 0. 00 H 

20 ATOM 244 2HG1 VAL A 20146. 903 6. 341 9. 000 1. 00 0. 00 H 

ATOM 245 3HG1 VAL A 20148.019 7.235 7.967 1.00 0. 00 H 

ATOM 246 1HG2 VAL A 20147.486 7.592 5.743 1.00 0. 00 H 

ATOM 247 2HG2 VAL A 20146.498 8.971 6.226 1.00 0. 00 H 

ATOM 248 3HG2 VAL A 20145.821 7.726 5.177 1.00 0. 00 H 

25 ATOM 249 N GLY A 21144.954 4.234 8.432 1.00 0. 00 N 

ATOM 250 CA GLY A 21144.482 3.538 9.615 1.00 0. 00 C 

ATOM 251 C GLY A 21143.450 2.476 9.287 1.00 0. 00 C 

ATOM 252 0 GLY A 21143.375 1.447 9.959 1.00 0.00 0 

ATOM 253 H GLY A 21145.665 3.840 7.885 1.00 0. 00 H 
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ATOM 254 1HA GLY A 21145.323 3.069 10.104 1.00 0. 00 H 

ATOM 255 2HA GLY A 21144.039 4.256 10.290 1.00 0. 00 H 

ATOM 256 N SERA 22142.655 2.725 8.253 1.00 0. 00 N 

ATOM 257 CA SERA 22141.623 1.781 7.837 1.00 0. 00 C 

5 ATOM 258 C SERA 22142.196 0.728 6.895 1.00 0. 00 C 

ATOM 259 0 SERA 22143.138 0.996 6.147 1.00 0.00 0 

ATOM 260 CB SERA 22140.471 2.521 7.154 1.00 0. 00 C 

ATOM 261 OG SERA 22140.308 3.821 7.694 1.00 0.00 0 

ATOM 262 H SERA 22142.764 3.562 7.756 1.00 0. 00 H 

10 ATOM 263 HA SERA 22141.249 1.289 8.722 1.00 0. 00 H 

ATOM 264 1HB SERA 22140.678 2.607 6.098 1.00 0. 00 H 

ATOM. 265 2HB SERA 22139.556 1.967 7.298 1.00 0. 00 H 

ATOM 266 HG SERA 22140.349 3.777 8.653 1.00 0. 00 H 

ATOM 267 N LEU A 23141.624 -0.470 6.936 1.00 0. 00 N 

15 ATOM 268 CA LEU A 23142.078 -1.564 6.086 1.00 0. 00 C 

ATOM 269 C LEU A 23141.426 -1.492 4.709 1.00 0. 00 C 

ATOM 270 0 LEU A 23140.229 -1.231 4.590 1.00 0.00 0 

ATOM 271 CB LEU A 23141.763 -2.911 6.740 1.00 0. 00 C 

ATOM 272 CG LEU A 23142.577 -3.225 7.997 1.00 0. 00 C 

20 ATOM 273 CD 1 LEU A 23141.779 -4.108 8.943 1.00 0. 00 C 

ATOM 274 CD2 LEU A 23143.893 -3.892 7.624 1.00 0. 00 C 

ATOM 275 H LEU A 23140.877 -0.622 7.552 1.00 0. 00 H 

ATOM 276 HA LEU A 23143.148 -1.472 5.970 1.00 0. 00 H 

ATOM 277 1HB LEU A 23140.716 -2.923 7.003 1.00 0. 00 H 

25 ATOM 278 2HB LEU A 23141.945 -3.691 6.017 1.00 0. 00 H 

ATOM 279 HG LEU A 23142.803 -2.303 8.512 1.00 0. 00 H 

ATOM 280 1HD1 LEU A 23141.062 -4.686 8.378 1.00 0. 00 H 

ATOM 281 2HD1 LEU A 23141.259 -3.490 9.659 1.00 0. 00 H 

ATOM 282 3HD1 LEU A 23142.449 -4.777 9.464 1.00 0. 00 H 
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ATOM 283 1HD2 LEU A 23143.706 -4.908 7.309 1.00 0. 00 H 

ATOM 284 2HD2 LEU A 23144.550 -3.897 8.481 1.00 0. 00 H 

ATOM 285 3HD2 LEU A 23144.359 -3.345 6.818 1.00 0. 00 H 

ATOM 286 N ALA A 24142. 222 -1. 725 3. 670 1. 00 0. 00 N 

5 ATOM 287 CA ALA A 24141. 724 -1. 686 2. 301 1. 00 0. 00 C 

ATOM 288 C ALA A 24142.324 -2.812 1.466 1.00 0. 00 C 

ATOM 289 0 ALA A 24143. 420 -3. 294 1. 751 1. 00 0. 00 0 

ATOM 290 CB ALA A 24142. 028 -0. 337 1. 667 1. 00 0. 00 C 

ATOM 291 H ALA A 24143. 168 -1. 928 3. 829 1. 00 0. 00 H 

10 ATOM 292 HA ALA A 24140.651 -1.808 2.334 1.00 0. 00 H 

ATOM 293 1HB ALA A 24141. 196 0. 333 1. 830 1. 00 0. 00 H 

ATOM 294 2HB ALA A 24142.184 -0.464 0.606 1.00 0. 00 H 

ATOM 295 3HB ALA A 24142.919 0.079 2.115 1.00 0. 00 H 

ATOM 296 N GLU A 25141.598 -3.227 0.433 1.00 0. 00 N 

15 ATOM 297 CA GLU A 25142.059 -4.299 -0.445 1.00 0. 00 C 

ATOM 298 C GLU A 25142.225 -3.797 -1.876 1.00 0. 00 C 

ATOM 299 0 GLU A 25141.447 -2.968 -2.348 1.00 0.00 0 

ATOM 300 CB GLU A 25141.075 -5.470 -0.414 1.00 0. 00 C 

ATOM 301 CG GLU A 25141.514 -6.654 -1.260 1.00 0. 00 C 

20 ATOM 302 CD GLU A 25140.767 -6.737 -2.578 1.00 0. 00 C 

ATOM 303 0E1 GLU A 25140.490 -5.674 -3.170 1.00 0.00 0 

ATOM 304 0E2 GLU A 25140.461 -7.865 -3.017 1.00 0.00 0 

ATOM 305 H GLU A 25140.732 -2.805 0.256 1.00 0. 00 H 

ATOM 306 HA GLU A 25143.017 -4.636 -0.081 1.00 0. 00 H 

25 ATOM 307 1HB GLU A 25140.965 -5.805 0.607 1.00 0. 00 H 

ATOM 308 2HB GLU A 25140.117 -5.130 -0.778 1.00 0. 00 H 

ATOM 309 1HG GLU A 25142.569 -6.561 -1.469 1.00 0. 00 H 

ATOM 310 2HG GLU A 25141.335 -7.563 -0.704 1.00 0. 00 H 

ATOM 311 N VAL A 26143.244 -4.305 -2.560 1.00 0. 00 N 
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ATOM 341 2HG LYS A 27139.387 -3.504 -8.030 1.00 0. 00 H 

ATOM 342 1HD LYS A 27138.983 -5.995 -8.065 1.00 0. 00 H 

ATOM 343 2HD LYS A 27139.496 -6.019 -6.376 1.00 0. 00 H 

ATOM 344 1HE LYS A 27137.678 -4.014 -6.327 1.00 0. 00 H 

5 ATOM 345 2HE LYS A 27136.998 -5.043 -7.587 1.00 0. 00 H 

ATOM 346 1HZ LYS A 27136.733 -6.799 -6.124 1.00 0. 00 H 

ATOM 347 2HZ LYS A 27136.331 -5.466 -5.163 1.00 0. 00 H 

ATOM 348 3HZ LYS A 27137.851 -6.192 -5.007 1.00 0. 00 H 

ATOM 349 N GLU A 28144.323 -6.501 -7.357 1.00 0. 00 N 

10 ATOM 350 CA GLU A 28145.457 -7.112 -8.038 1.00 0. 00 C 

ATOM 351 C GLU A 28145.269 -8.622 -8.160 1.00 0. 00 C 

ATOM 352 0 GLU A 28144.303 -9.181 -7.640 1.00 0.00 0 

ATOM 353 CB GLU A 28146.756 -6.806 -7.288 1.00 0. 00 C 

ATOM 354 CG GLU A 28147.863 -6.272 -8.182 1.00 0. 00 C 

15 ATOM 355 CD GLU A 28149.224 -6.837 -7.824 1.00 0. 00 C 

ATOM 356 0E1 GLU A 28149. 635 -7. 835 -8. 452 1. 00 0. 00 0 

ATOM 357 0E2 GLU A 28149.878 -6.281 -6.917 1.00 0.00 0 

ATOM 358 H GLU A 28144.307 -6.483 -6.377 1.00 0. 00 H 

ATOM 359 HA GLU A 28145.516 -6.688 -9.029 1.00 0. 00 H 

20 ATOM 360 1HB GLU A 28146. 552 -6. 068 -6. 526 1. 00 0. 00 H 

ATOM 361 2HB GLU A 28147.110 -7.711 -6.814 1.00 0. 00 H 

ATOM 362 1HG GLU A 28147. 640 -6. 533 -9. 205 1. 00 0. 00 H 

ATOM 363 2HG GLU A 28147.899 -5.197 -8.085 1.00 0. 00 H 

ATOM 364 N ASN A 29146.199 -9.275 -8.850 1.00 0. 00 N 

25 ATOM 365 CA ASN A 29146.136 -10.719 -9.040 1.00 0. 00 C 

ATOM 366 C ASN A 29146.156 -11.446 -7.697 1.00 0. 00 C 

ATOM 367 0 ASN A 29145.239 -12.204 -7.381 1.00 0.00 0 

ATOM 368 CB ASN A 29147.306 -11.191 -9.907 1.00 0. 00 C 

ATOM 369 CG ASN A 29146.930 -11.306 -11.371 1.00 0. 00 C 
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ATOM 370 0D1 ASN A 29146.786 -12.407 -11.903 1.00 0.00 0 

ATOM 371 ND2 ASN A 29146.767 -10.165 -12.032 1.00 0. 00 N 

ATOM 372 H ASN A 29146.944 -8.773 -9.240 1.00 0. 00 H 

ATOM 373 HA ASN A 29145.211 -10.947 -9.546 1.00 0. 00 H 

5 ATOM 374 1HB. ASN A 29148.119 -10.486 -9.819 1.00 0. 00 H 

ATOM 375 2HB ASN A 29147.635 -12.160 -9.561 1.00 0. 00 H 

ATOM 376 1HD2 ASN A 29146.898 -9.325 -11.543 1.00 0. 00 H 

ATOM 377 2HD2 ASN A 29146.524 -10.210 -12.979 1.00 0. 00 H 

ATOM 378 N PROA 30147.206 -11.226 -6.887 1.00 0. 00 N 

10 ATOM 379 CA PROA 30147.337 -11.863 -5.575 1.00 0. 00 C 

ATOM 380 C PROA 30146.420 -11.233 -4.529 1.00 0. 00 C 

ATOM 381 0 PROA 30146.641 -10.098 -4.105 1.00 0.00 0 

ATOM 382 CB PROA 30148.802 -11.621 -5.217 1.00 0. 00 C 

ATOM 383 CG PROA 30149.156 -10.354 -5.917 1.00 0. 00 C 

15 ATOM 384 CD PROA 30148.346 -10.336 -7.187 1.00 0. 00 C 

ATOM 385 HA PROA 30147.149 -12.925 -5.631 1.00 0. 00 H 

ATOM 386 1HB PRO A 30148.902 -11.522 -4.145 1.00 0. 00 H 

ATOM 387 2HB PROA 30149.404 -12.446 -5.567 1.00 0. 00 H 

ATOM 388 1HG PROA 30148.897 -9.508 -5.296 1.00 0. 00 H 

20 ATOM 389 2HG PROA 30150.211 -10.344 -6.145 1.00 0. 00 H 

ATOM 390 1HD PROA 30148.006 -9.335 -7.401 1.00 0. 00 H 

ATOM 391 2HD PROA 30148.927 -10.721 -8.009 1.00 0. 00 H 

ATOM 392 N PROA 31145.373 -11.959 -4.095 1.00 0. 00 N 

ATOM 393 CA PROA 31144.428 -11.455 -3.094 1.00 0. 00 C 

25 ATOM 394 C PROA 31145.065 -11.310 -1.717 1.00 0. 00 C 

ATOM 395 0 PROA 31144.943 -12.193 -0.869 1.00 0.00 0 

ATOM 396 CB PROA 31143.331 -12.523 -3.065 1.00 0. 00 C 

ATOM 397 CG PROA 31143.999 -13.765 -3.541 1.00 0. 00 C 

ATOM 398 CD PROA 31145.028 -13.322 -4.543 1.00 0. 00 C 
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3. 393 1. 00 0. 00 H 

2. 057 1. 00 0. 00 H 

3. 721 1. 00 0. 00 H 
•2.712 1.00 0. 00 H 
•4.011 1.00 0. 00 H 
•4. 508 1. 00 0. 00 H 
-5. 536 1. 00 0. 00 H 
-1. 501 1. 00 0. 00 N 
-0. 226 1. 00 0. 00 C 
0. 628 1. 00 0. 00 C 
0. 172 1. 00 0. 00 0 
-0. 457 1. 00 0. 00 C 
-1.484 1. 00 0.00 C 
-1. 259 1. 00 0. 00 C 
-2. 674 1. 00 0. 00 C 
-2. 201 1. 00 0. 00 C 
-3. 620 1. 00 0. 00 C 
-3. 383 1. 00 0. 00 C 
-2.217 1.00 0. 00 H 

0. 295 1. 00 0. 00 H 

0. 471 1.00 0. 00 H 
-0. 791 1. 00 0. 00 H 
-0. 335 1. 00 0. 00 H 
-2. 860 1. 00 0. 00 H 
-2.014 1.00 O.OOH 
-4. 543 1. 00 0. 00 H 
-4.122 1.00 O.OOH 

1. 870 1. 00 0. 00 N 

2. 789 1. 00 0. 00 C 
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ATOM 428 C TYR A 33146.273 -6.965 3. 508 1.00 0. 00 C 

ATOM 429 0 TYR A 33147.259 -7.417 4.092 1.00 0.00 0 

ATOM 430 CB TYR A 33144.502 -8.706 3.809 1.00 0. 00 C - 

ATOM 431 CG TYR A 33143.206 -9.261 3.263 1.00 0. 00 C 

5 ATOM 432 CD 1 TYR A 33142.351 -8.466 2.509 1.00 0. 00 C 

ATOM 433 CD2 TYR A 33142.838 -10.579 3. 501 1.00 0. 00 C 

ATOM 434 CE1 TYR A 33141.165 -8.970 2.008 1.00 0. 00 C 

ATOM 435 CE2 TYR A 33141.655 -11.090 3.002 1.00 0. 00 C 

ATOM 436 CZ TYR A 33140.822 -10.282 2.257 1.00 0. 00 C 

10 ATOM 437 OH TYR A 33139.643 -10.787 1.759 1.00 0.00 0 

ATOM 438 H TYR A 33146.811 -9.238 2.178 1.00 0. 00 H 

ATOM 439 HA TYR A 33144.613 -7.289 2.208 1.00 0. 00 H 

ATOM 440 1HB TYR A 33145.104 -9.537 4.143 1.00 0. 00 H 

ATOM 441 2HB TYR A 33144.264 -8.077 4.655 1.00 0. 00 H 

15 ATOM 442 HD1 TYR A 33142.623 -7.439 2.316 1.00 0. 00 H 

ATOM 443 HD2 TYR A 33143. 492 -11. 209 4.086 1.00 0. 00 H 

ATOM 444 HE 1 TYR A 33140.515 -8.336 1.424 1.00 0. 00 H 

ATOM 445 HE 2 TYR A 33141. 386 -12. 117 3. 198 1. 00 0. 00 H 

ATOM 446 HH TYR A 33139.504 -10.457 0.869 1.00 0. 00 H 

20 ATOM 447 N GLY A 34145.993 -5.666 3.463 1.00 0. 00 N 

ATOM 448 CA GLY A 34146.856 -4.698 4.115 1.00 0. 00 C 

ATOM 449 C GLY A 34146.086 -3.512 4.663 1.00 0. 00 C 

ATOM 450 0 GLY A 34144. 877 -3. 403 4. 464 1. 00 0. 00 0 

ATOM 451 H GLY A 34145.194 -5.363 2.983 1.00 0. 00 H 

25 ATOM 452 1HA GLY A 34147.374 -5.184 4.928 1.00 0. 00 H 

ATOM 453 2HA GLY A 34147.583 -4.342 3.400 1.00 0. 00 H 

ATOM 454 N VAL A 35146.789 -2.622 5.357 1.00 0. 00 N 

ATOM 455 CA VAL A 35146.165 -1.439 5.937 1.00 0. 00 C 

ATOM 456 C VAL A 35146.791 -0.162 5.382 1.00 0. 00 C 
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ATOM 457 0 VAL A 35147.999 -0.097 5.159 1.00 0.00 0 

ATOM 458 CB VAL A 35146.287 -1.437 7.474 1.00 0. 00 C 

ATOM 459 CGI VAL A 35147.746 -1.405 7.899 1.00 0. 00 C 

ATOM 460 CG2 VAL A 35145.523 -0.263 8.071 1.00 0. 00 C 

5 ATOM 461 H VAL A 35147.751 -2.766 5.482 1.00 0. 00 H 

ATOM 462 HA VAL A 35145.116 -1.455 5.679 1.00 0. 00 H 

ATOM 463 HB VAL A 35145.847 -2.350 7.849 1.00 0. 00 H 

ATOM 464 1HG1 VAL A 35148.023 -0.395 8.165 1.00 0. 00 H 

ATOM 465 2HG1 VAL A 35148.367 -1.745 7.084 1.00 0. 00 H 

10 ATOM 466 3HG1 VAL A 35147.888 -2.052 8.752 1.00 0. 00 H 

ATOM 467 1HG2 VAL A 35144.502 -0.284 7.721 1.00 0. 00 H 

ATOM 468 2HG2 VAL A 35145.989 0.662 7.765 1.00 0. 00 H 

ATOM 469 3HG2 VAL A 35145.537 -0.335 9.148 1.00 0. 00 H 

ATOM 470 N ILE A 36145. 958 0. 852 5. 164 1. 00 0. 00 N 

15 ATOM 471 CA ILEA 36146.430 2.126 4.637 1.00 0. 00 C 

ATOM 472 C ILEA 36147.393 2.798 5.611 1.00 0. 00 C 

ATOM 473 0 ILEA 36147.154 2.821 6.819 1.00 0.00 0 

ATOM 474 CB ILEA 36145.259 3.085 4.344 1.00 0. 00 C 

ATOM 475 CGI ILE A 36144.203 2.391 3.480 1.00 0. 00 C 

20 ATOM 476 CG2 ILE A 36145.765 4.346 3.658 1.00 0. 00 C 

ATOM 477 CD 1 ILE A 36143.021 3.272 3.144 1.00 0. 00 C 

ATOM 478 H ILEA 36145.006 0.739 5.363 1.00 0. 00 H 

ATOM 479 HA ILEA 36146.950 1.932 3.710 1.00 0. 00 H 

ATOM 480 HB ILEA 36144.813 3.371 5.284 1.00 0. 00 H 

25 ATOM 481 1HG1 ILE A 36144.657 2.077 2.552 1.00 0. 00 H 

ATOM 482 2HG1 ILE A 36143.832 1.522 4.005 1.00 0. 00 H 

ATOM 483 1HG2 ILE A 36144.985 5.093 3.655 1.00 0. 00 H 

ATOM 484 2HG2 ILE A 36146.045 4.115 2.640 1.00 0. 00 H 

ATOM 485 3HG2 ILE A 36146.625 4.726 4.190 1.00 0. 00 H 
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ATOM 486 1HD1 ILE A 36143.302 4.309 3.253 1.00 0. 00 H 

ATOM 487 2HD1 ILE A 36142.203 3.047 3.812 1.00 0. 00 H 

ATOM 488 3HD1 ILE A 36142.713 3.089 2.125 1.00 0. 00 H 

ATOM 489 N ARG A 37148.482 3.342 5.078 1.00 0. 00 N 

5 ATOM 490 CA ARG A 37149.482 4.013 5.901 1.00 0. 00 C 

ATOM 491 C ARG A 37149.654 5.467 5.474 1.00 0. 00 C 

ATOM 492 0 ARG A 37149.380 6.387 6.245 1.00 0.00 0 

ATOM 493 CB ARG A 37150.821 3.279 5.811 1.00 0. 00 C 

ATOM 494 CG ARG A 37150.720 1.790 6.099 1.00 0. 00 C 

10 ATOM 495 CD ARG A 37150.093 1.526 7.458 1.00 0. 00 C 

ATOM 496 NE ARG A 37150.689 2.353 8.506 1.00 0. 00 N 

ATOM 497 CZ ARG A 37150.129 2.558 9.696 1.00 0. 00 C 

ATOM 498 NH1 ARG A 37148.963 1.999 9.993 1.00 0. 00 N 

ATOM 499 NH2 ARG A 37150.737 3.323 10.591 1.00 0. 00 N 

15 ATOM 500 H ARG A 37148.617 3.291 4.109 1.00 0. 00 H 

ATOM 501 HA ARG A 37149.138 3.991 6.924 1.00 0. 00 H 

ATOM 502 1HB ARG A 37151.221 3.405 4.816 1.00 0. 00 H 

ATOM 503 2HB ARG A 37151.507 3.716 6.522 1.00 0. 00 H 

ATOM 504 1HG ARG A 37150.112 1.327 5.337 1.00 0. 00 H 

20 ATOM 505 2HG ARG A 37151.712 1.362 6.079 1.00 0. 00 H 

ATOM 506 1HD ARG A 37149.036 1.741 7.401 1.00 0. 00 H 

ATOM 507 2HD ARG A 37150.235 0.486 7.710 1.00 0. 00 H 

ATOM 508 HE ARG A 37151.550 2.778 8.311 1.00 0. 00 H 

ATOM 509 1HH1 ARG A 37148.498 1.422 9.322 1.00 0. 00 H 

25 ATOM 510 2HH1 ARG A 37148.547 2.158 10.889 1.00 0. 00 H 

ATOM 511 1HH2 ARG A 37151.617 3.746 10.372 1.00 0. 00 H 

ATOM 512 2HH2 ARG A 37150.318 3.477 11.485 1.00 0. 00 H 

ATOM 513 N TRP A 38150.112 5.667 4.242 1.00 0. 00 N 

ATOM 514 CA TRP A 38150.321 7.011 3.714 1.00 0. 00 C 
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ATOM 515 C TRP A 38149.551 7.213 2.412 1.00 0. 00 C 

ATOM 516 0 TRP A 38149.601 6.374 1.511 1.00 0.00 0 

ATOM 517 CB TRP A 38151.814 7.269 3.486 1.00 0. 00 C 

ATOM 518 CG TRP A 38152.095 8.525 2.714 1.00 0. 00 C 

5 ATOM 519 CD1 TRP A 38152.313 9.772 3.226 1.00 0. 00 C 

ATOM 520 CD2 TRP A 38152.181 8.655 1.290 1.00 0. 00 C 

ATOM 521 NE1 TRP A 38152.531 10.669 2.207 1.00 0. 00 N 

ATOM 522 CE2 TRP A 38152.455 10.006 1.009 1. 00 0. 00 C 

ATOM 523 CE3 TRP A 38152.055 7.758 0.225 1.00 0. 00 C 

10 ATOM 524 CZ2 TRP A 38152.603 10.481 -0.292 1.00 0. 00 C 

ATOM 525 CZ3 TRP A 38152. 202 8. 230 -1. 066 1. 00 0. 00 C 

ATOM 526 CH2 TRP A 38152.474 9.581 -1.315 1.00 0. 00 C 

ATOM 527 H TRP A 38150.313 4.895 3.674 1.00 0. 00 H 

ATOM 528 HA TRP A 38149.952 7.715 4.446 1.00 0. 00 H 

15 ATOM 529 1HB TRP A 38152.309 7.350 4.443 1.00 0. 00 H 

ATOM 530 2HB TRP A 38152.236 6.439 2.938 1.00 0. 00 H 

ATOM 531 HD1 TRP A 38152.312 10.006 4.280 1.00 0. 00 H 

ATOM 532 HE 1 TRP A 38152.711 11.625 2.319 1.00 0. 00 H 

ATOM 533 HE3 TRP A 38151.845 6.713 0.397 1.00 0. 00 H 

20 ATOM 534 HZ 2 TRP A 38152.809 11.521 -0.501 1.00 0. 00 H 

ATOM 535 HZ3 TRP A 38152.108 7.552 -1.900 1.00 0. 00 H 

ATOM 536 HH2 TRP A 38152.582 9.906 -2.340 1.00 0. 00 H 

ATOM 537 N ILEA 39148.850 8.337 2.318 1.00 0. 00 N 

ATOM 538 CA ILE A 39148. 078 8. 664 1. 126 1. 00 0. 00 C 

25 ATOM 539 C ILEA 39148.492 10.024 0.575 1.00 0. 00 C 

ATOM 540 0 ILEA 39148.159 11.062 1.146 1.00 0.00 0 

ATOM 541 CB ILEA 39146.566 8.679 1.420 1.00 0. 00 C 

ATOM 542 CGI ILE A 39146.151 7.396 2.143 1.00 0. 00 C 

ATOM 543 CG2 ILE A 39145.777 8.844 0.129 1.00 0. 00 C 
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ATOM 544 CD1 ILE A 39144.691 7.371 2.539 1.00 0. 00 C 

ATOM 545 H ILEA 39148.859 8.968 3.067 1.00 0. 00 H 

ATOM 546 HA ILEA 39148.275 7.907 0.380 1.00 0. 00 H 

ATOM 547 HB ILEA 39146.353 9.526 2.053 1.00 0. 00 H 

5 ATOM 548 1HG1 ILE A 39146.334 6.551 1.496 1.00 0. 00 H 

ATOM 549 2HG1 ILE A 39146.742 7.290 3.041 1.00 0. 00 H 

ATOM 550 1HG2 ILE A 39144.765 8.499 0.279 1.00 0. 00 H 

ATOM 551 2HG2 ILE A 39146.242 8.264 -0.654 1.00 0. 00 H 

ATOM 552 3HG2 ILE A 39145.764 9.886 -0.154 1.00 0. 00 H 

10 ATOM 553 1HD1 ILE A 39144.182 8.211 2.090 1.00 0. 00 H 

ATOM 554 2HD1 ILE A 39144.608 7.431 3.614 1.00 0. 00 H 

ATOM 555 3HD1 ILE A 39144.241 6.451 2.194 1.00 0. 00 H 

ATOM 556 N GLY A 40149.226 10.012 -0.532 1.00 0. 00 N 

ATOM 557 CA GLY A 40149.678 11.253 -1.131 1.00 0. 00 C 

15 ATOM 558 C GLY A 40150.185 11.072 -2.546 1.00 0. 00 C 

ATOM 559 0 GLY A 40150.020 10.007 -3.142 1.00 0.00 0 

ATOM 560 H GLY A 40149.467 9.155 -0.943 1.00 0. 00 H 

ATOM 561 1HA GLY A 40148.858 11.955 -1.141 1.00 0. 00 H 

ATOM 562 2HA GLY A 40150.474 11.659 -0.526 1.00 0. 00 H 

20 ATOM 563 N GLN A 41150.799 12.118 -3.087 1.00 0. 00 N 

ATOM 564 CA GLN A 41151.332 12.082 -4.441 1.00 0. 00 C 

ATOM 565 C GLN A 41152.794 12.528 -4.460 1.00 0. 00 C 

ATOM 566 0 GLN A 41153.100 13.680 -4.154 1.00 0.00 0 

ATOM 567 CB GLN A 41150.498 12.981 -5.353 1.00 0. 00 C 

25 ATOM 568 CG GLN A 41149.001 12.756 -5.223 1.00 0. 00 C 

ATOM 569 CD GLN A 41148.213 14.050 -5.269 1.00 0. 00 C 

ATOM 570 OE1 GLN A 41148.200 14.818 -4.307 1.00 0.00 0 

ATOM 571 NE2 GLN A 41147.549 14.296 -6.391 1.00 0. 00 N 

ATOM 572 H GLN A 41150.896 12.939 -2.561 1.00 0. 00 H 
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ATOM 573 HA GLN A 41151.268 11.065 -4.798 1.00 0. 00 H 

ATOM 574 1HB GLN A 41150.707 14.011 -5.111 1.00 0. 00 H 

ATOM 575 2HB GLN A 41150.782 12.797 -6.377 1.00 0. 00 H 

ATOM 576 1HG GLN A 41148.673 12.124 -6.034 1.00 0. 00 H 

5 ATOM 577 2HG GLN A 41148.803 12.265 -4.282 1.00 0. 00 H 

ATOM 578 1HE2 GLN A 41147.606 13.638 -7.115 1.00 0. 00 H 

ATOM 579 2HE2 GLN A 41147.032 15.126 -6.451 1.00 0. 00 H 

ATOM 580 N PROA 42153.720 11.620 -4.817 1.00 0. 00 N 

ATOM 581 CA PROA 42155.153 11.933 -4.868 1.00 0. 00 C 

10 ATOM 582 C PROA 42155.457 13.100 -5.803 1.00 0. 00 C 

ATOM 583 0 PROA 42154.658 13.428 -6.681 1.00 0.00 0 

ATOM 584 CB PROA 42155.789 10.645 -5.399 1.00 0. 00 C 

ATOM 585 CG PROA 42154.802 9.575 -5.083 1.00 0. 00 C 

ATOM 586 CD PROA 42153.453 10.221 -5.197 1.00 0. 00 C 

15 ATOM 587 HA PROA 42155.544 12.152 -3.885 1.00 0. 00 H 

ATOM 588 1HB PROA 42155.950 10.733 -6.465 1.00 0. 00 H 

ATOM 589 2HB PROA 42156.731 10.472 -4.900 1.00 0. 00 H 

ATOM 590 1HG PROA 42154.894 8.767 -5. 794 1. 00 0. 00 H 

ATOM 591 2HG PROA 42154.961 9.213 -4.078 1.00 0. 00 H 

20 ATOM 592 1HD PROA 42153.088 10.159 -6.213 1.00 0. 00 H 

ATOM 593 2HD PROA 42152.754 9.763 -4.513 1.00 0. 00 H 

ATOM 594 N PROA 43156.621 13.746 -5.625 1.00 0. 00 N 

ATOM 595 CA PROA 43157.028 14.881 -6.457 1.00 0. 00 C 

ATOM 596 C PRO A 43157.418 14.454 -7.866 1.00 0. 00 C 

25 ATOM 597 0 PROA 43158.590 14.200 -8.146 1.00 0.00 0 

ATOM 598 CB PROA 43158.241 15.445 -5.719 1.00 0. 00 C 

ATOM 599 CG PROA 43158.803 14.285 -4.973 1.00 0. 00 C 

ATOM 600 CD PROA 43157.630 13.420 -4.600 1.00 0. 00 C 

ATOM 601 HA PROA 43156.254 15.632 -6.510 1.00 0. 00 H 
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ATOM 602 1HB PROA 43158.948 15.836 -6.435 1.00 0. 00 H 

ATOM 603 2HB PROA 43157.926 16.230 -5.048 1.00 0. 00 H 

ATOM 604 1HG PROA 43159.487 13.738 -5.607 1.00 0. 00 H 

ATOM 605 2HG PROA 43159.311 14.631 -4.085 1.00 0. 00 H 

5 ATOM 606 1HD PROA 43157.903 12.376 -4.647 1.00 0. 00 H 

ATOM 607 2HD PROA 43157.273 13.673 -3.614 1.00 0. 00 H 

ATOM 608 N GLY A 44156.432 14.379 -8.752 1.00 0. 00 N 

ATOM 609 CA GLY A 44156. 696 13. 984 -10. 122 1. 00 0. 00 C 

ATOM 610 C GLY A 44155.463 13.450 -10.820 1.00 0. 00 C 

10 ATOM 611 0 GLY A 44155.131 13.883 -11.924 1.00 0.00 0 

ATOM 612 H GLY A 44155.517 14.595 -8.473 1.00 0. 00 H 

ATOM 613 1HA GLY A 44157.062 14.839 -10.667 1.00 0. 00 H 

ATOM 614 2HA GLY A 44157.457 13.216 -10.121 1.00 0. 00 H 

ATOM 615 N LEU A 45154.782 12.507 -10.178 1.00 0. 00 N 

15 ATOM 616 CA LEU A 45153.577 11.916 -10.749 1.00 0. 00 C 

ATOM 617 C LEU A 45152.383 12.121 -9.826 1.00 0. 00 C 

ATOM 618 0 LEU A 45152.330 11.557 -8.733 1.00 0.00 0 

ATOM 619 CB LEU A 45153.789 10.422 -11.006 1.00 0. 00 C 

ATOM 620 CG LEU A 45154.407 9.647 -9.841 1.00 0. 00 C 

20 ATOM 621 CD 1 LEU A 45154.115 8.159 -9.974 1.00 0. 00 C 

ATOM 622 CD2 LEU A 45155.907 9.898 -9.771 1.00 0. 00 C 

ATOM 623 H LEU A 45155.095 12.205 -9.298 1.00 0. 00 H 

ATOM 624 HA LEU A 45153.380 12.409 -11.690 1.00 0. 00 H 

ATOM 625 1HB LEU A 45152.830 9.980 -11.238 1.00 0. 00 H 

25 ATOM 626 2HB LEU A 45154.434 10.314 -11.865 1.00 0. 00 H 

ATOM 627 HG LEU A 45153.966 9.991 -8.916 1.00 0. 00 H 

ATOM 628 1HD1 LEU A 45155.036 7.624 -10.154 1.00 0. 00 H 

ATOM 629 2HD1 LEU A 45153.438 7.995 -10.800 1.00 0. 00 H 

ATOM 630 3HD1 LEU A 45153.663 7.798 -9.062 1.00 0. 00 H 
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ATOM 631 1HD2 LEU A 45156.426 8.959 -9.648 1.00 0. 00 H 

ATOM 632 2HD2 LEU A 45156.125 10.542 -8.932 1.00 0. 00 H 

ATOM 633 3HD2 LEU A 45156.236 10.374 -10.684 1.00 0. 00 H 

ATOM 634 N ASN A 46151.424 12.927 -10.269 1.00 0. 00 N 

5 ATOM 635 CA ASN A 46150.235 13.193 -9.470 1.00 0. 00 C 

ATOM 636 C ASN A 46149.317 11.976 -9.459 1.00 0. 00 C 

ATOM 637 0 ASN A 46148.674 11.660 -10.460 1.00 0.00 0 

ATOM 638 CB ASN A 46149.488 14.408 -10.023 1.00 0. 00 C 

ATOM 639 CG ASN A 46148.414 14.909 -9.078 1.00 0. 00 C 

10 ATOM 640 0D1 ASN A 46147.337 14.320 -8.976 1.00 0.00 0 

ATOM 641 ND2 ASN A 46148.701 16.002 -8.381 1.00 0. 00 N 

ATOM 642 H ASN A 46151.517 13.350 -11.148 1.00 0. 00 H 

ATOM 643 HA ASN A 46150.552 13.403 -8.459 1.00 0. 00 H 

ATOM 644 1HB ASN A 46150.192 15.210 -10.193 1.00 0. 00 H 

15 ATOM 645 2HB ASN A 46149.022 14.140 -10.960 1.00 0. 00 H 

ATOM 646 1HD2 ASN A 46149.578 16.418 -8.513 1.00 0. 00 H 

ATOM 647 2HD2 ASN A 46148.024 16.347 -7.762 1.00 0. 00 H 

ATOM 648 N GLU A 47149.262 11.298 -8.318 1.00 0. 00 N 

ATOM 649 CA GLU A 47148.424 10.115 -8.169 1.00 0. 00 C 

20 ATOM 650 C GLU A 47148.293 9.726 -6.701 1.00 0. 00 C 

ATOM 651 0 GLU A 47149.290 9.450 -6.033 1.00 0.00 0 

ATOM 652 CB GLU A 47149.005 8.945 -8.967 1.00 0. 00 C 

ATOM 653 CG GLU A 47150.523 8.861 -8.914 1.00 0. 00 C 
ATOM 654 CD GLU A 47151.092 7.924 -9.962 1.00 0. 00 C 
25 ATOM 655 0E1 GLU A 47151.464 6.787 -9.603 1.00 0.00 0 
ATOM 656 0E2 GLU A 47151.164 8.328 -11.142 1.00 0. 00 0 

ATOM 657 H GLU A 47149.799 11.601 -7.558 1.00 0. 00 H 

ATOM 658 HA GLU A 47147.445 10.351 -8.555 1.00 0. 00 H 
ATOM 659 1HB GLU A 47148.602 8.022 -8.577 1.00 0. 00 H 
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ATOM 660 2HB GLU A 47148.709 9.048 -10.001 1.00 0. 00 H 

ATOM 661 1HG GLU A 47150. 931 9. 847 -9. 076 1. 00 0. 00 H 

ATOM 662 2HG GLU A 47150.820 8.507 -7.938 1.00 0. 00 H 

ATOM 663 N VAL A 48147.064 9.696 -6.203 1.00 0. 00 N 

5 ATOM 664 CA VAL A 48146.817 9.330 -4.815 1.00 0. 00 C 

ATOM 665 C VAL A 48147.192 7.874 -4.570 1.00 0. 00 C 

ATOM 666 0 VAL A 48146. 430 6. 963 -4. 895 1. 00 0. 00 0 

ATOM 667 CB VAL A 48145.342 9.544 -4.426 1.00 0. 00 C 

ATOM 668 CGI VAL A 48145.152 9.357 -2.928 1.00 0. 00 C 

10 ATOM 669 CG2 VAL A 48144.869 10.922 -4.863 1.00 0. 00 C 

ATOM 670 H VAL A 48146.305 9.918 -6.782 1.00 0. 00 H 

ATOM 671 HA VAL A 48147.433 9.961 -4.188 1.00 0. 00 H 

ATOM 672 HB VAL A 48144.745 8.803 -4.936 1.00 0. 00 H 

ATOM 673 1HG1 VAL A 48144.216 9.803 -2.627 1.00 0. 00 H 

15 ATOM 674 2HG1 VAL A 48145.964 9.833 -2.401 1.00 0. 00 H 

ATOM 675 3HG1 VAL A 48145.140 8.302 -2.696 1.00 0. 00 H 

ATOM 676 1HG2 VAL A 48145.632 11.653 -4.636 1.00 0. 00 H 

ATOM 677 2HG2 VAL A 48143.961 11.174 -4.337 1.00 0. 00 H 

ATOM 678 3HG2 VAL A 48144.681 10.918 -5.926 1.00 0. 00 H 

20 ATOM 679 N LEU A 49148. 373 7. 660 -4. 000 1. 00 0. 00 N 

ATOM 680 CA LEU A 49148. 852 6.313 -3.717 1.00 0. 00 C 

ATOM 681 C LEU A 49148.792 6.021 -2.223 1.00 0. 00 C 

ATOM 682 0 LEU A 49149.500 6.641 -1.431 1.00 0.00 0 

ATOM 683 CB LEU A 49150. 283 6. 140 -4. 227 1. 00 0. 00 C 

25 ATOM 684 CG LEU A 49150.454 6.288 -5.740 1.00 0. 00 C 

ATOM 685 CD 1 LEU A 49151.838 6.822 -6.071 1.00 0. 00 C 

ATOM 686 CD2 LEU A 49150.214 4.956 -6.434 1.00 0. 00 C 

ATOM 687 H LEU" A 49148.937 8.425 -3.765 1.00 0. 00 H 

ATOM 688 HA LEU A 49148.208 5.617 -4.234 1.00 0. 00 H 
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ATOM 689 1HB LEU A 49150.907 6.878 -3.741 1.00 0. 00 H 

ATOM 690 2HB LEU A 49150.629 5.158 -3.942 1.00 0. 00 H 

ATOM 691 HG LEU A 49149.726 6.995 -6.111 1.00 0. 00 H 

ATOM 692 1HD1 LEU A 49151.800 7.900 -6.146 1.00 0. 00 H 

5 ATOM 693 2HD1 LEU A 49152.169 6.408 -7.012 1.00 0. 00 H 

ATOM 694 3HD1 LEU A 49152.530 6.540 -5.290 I. 00 0. 00 H 

ATOM 695 1HD2 LEU A 49149.181 4.891 -6.742 1.00 0. 00 H 

ATOM 696 2HD2 LEU A 49150. 438 4. 149 -5. 751 1. 00 0. 00 H 

ATOM 697 3HD2 LEU A 49150.854 4.882 -7.301 1.00 0. 00 H 

10 ATOM 698 N ALA A 50147.943 5.072 -1.846 1.00 0. 00 N 

ATOM 699 CA ALA A 50147.794 4.702 -0.446 1.00 0. 00 C 

ATOM 700 C ALA A 50148.728 3.553 -0.081 1.00 0. 00 C 

ATOM 701 0 ALA A 50148.587 2.440 -0. 588 1.00 0.00 0 

ATOM 702 CB ALA A 50146.350 4.325 -0.152 1.00 0. 00 C 

15 ATOM 703 H ALA A 50147.405 4.613 -2.524 1.00 0. 00 H 

ATOM 704 HA ALA A 50148.047 5.565 0.151 1.00 0. 00 H 

ATOM 705 1HB ALA A 50145.908 3.878 -1.029 1.00 0. 00 H 

ATOM 706 2HB ALA A 50145.795 5.211 0.119 1.00 0. 00 H 

ATOM 707 3HB ALA A 50146.321 3.620 0.666 1.00 0. 00 H 

20 ATOM 708 N GLY A 51149.682 3.830 0.801 1.00 0. 00 N 

ATOM 709 CA GLY A 51150.625 2.809 1.219 1.00 0. 00 C 

ATOM 710 C GLY A 51149.976 1.735 2.070 1.00 0. 00 C 

ATOM 711 0 GLY A 51149.657 1.965 3.236 1.00 0.00 0 

ATOM 712 H GLY A 51149.746 4.734 1.173 1.00 0. 00 H 

25 ATOM 713 1HA GLY A 51151.052 2.348 0.341 1.00 0. 00 H 

ATOM 714 2HA GLY A 51151.414 3.275 1.789 1.00 0. 00 H 

ATOM 715 N LEU A 52149.779 0.557 1.485 1.00 0. 00 N 

ATOM 716 CA LEU A 52149.164 -0.556 2.198 1.00 0. 00 C 

ATOM 717 C LEU A 52150.224 -1.465 2.808 1.00 0. 00 C 
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ATOM 718 0 LEU A 52151.150 -1.902 2.125 1.00 0.00 0 

ATOM 719 CB LEU A 52148.265 -1.358 1.256 1.00 0. 00 C 

ATOM 720 CG LEU A 52147.001 -0.634 0.792 1.00 0. 00 C 

ATOM 721 CD 1 LEU A 52146.360 -1.372 -0.373 1.00 0. 00 C 

5 ATOM 722 CD 2 LEU A 52146.016 -0.493 1.943 1.00 0. 00 C 

ATOM 723 H LEU A 52150.054 0.434 0.553 1.00 0. 00 H 

ATOM 724 HA LEU A 52148.559 -0.145 2.994 1.00 0. 00 H 

ATOM 725 1HB LEU A 52148.844 -1.626 0.383 1.00 0. 00 H 

ATOM 726 2HB LEU A 52147.968 -2.266 1.761 1.00 0. 00 H 

10 ATOM 727 HG LEU A 52147. 265 0.358 0.453 1.00 0. 00 H 

ATOM 728 1HD1 LEU A 52146.068 -2.362 -0.055 1.00 0. 00 H 

ATOM 729 2HD1 LEU A 52147.069 -1.448 -1.184 1.00 0. 00 H 

ATOM 730 3HD1 LEU A 52145.488 -0.829 -0.707 1.00 0. 00 H 

ATOM 731 1HD2 LEU A 52145.198 0.145 1.641 1.00 0. 00 H 

15 ATOM 732 2HD2 LEU A 52146.517 -0.057 2.794 1.00 0. 00 H 

ATOM 733 3HD2 LEU A 52145.633 -1.467 2.211 1.00 0. 00 H 

ATOM 734 N GLU A 53150. 082 -1. 748 4. 100 1. 00 0. 00 N 

ATOM 735 CA GLU A 53151.027 -2.607 4.802 1.00 0. 00 C 

ATOM 736 C GLU A 53150. 520 -4. 044 4. 856 1. 00 0. 00 C 

20 ATOM 737 0 GLU A 53149.535 -4.340 5.532 1.00 0.00 0 

ATOM 738 CB GLU A 53151.266 -2.085 6.221 1.00 0. 00 C 

ATOM 739 CG GLU A 53152. 268 -2. 908 7. 013 1. 00 0. 00 C 

ATOM 740 CD GLU A 53151.835 -3.131 8.448 1.00 0. 00 C 

ATOM 741 0E1 GLU A 53151.291 -4.216 8.744 1.00 0.00 0 

25 ATOM 742 0E2 GLU A 53152.041 -2.220 9.279 1.00 0.00 0 

ATOM 743 H GLU A 53149.323 -1.370 4.591 1.00 0. 00 H 

ATOM 744 HA GLU A 53151.961 -2.587 4.259 1.00 0. 00 H 

ATOM 745 1HB GLU A 53151.633 -1.071 6.162 1.00 0. 00 H 

ATOM 746 2HB GLU A 53150.327 -2.087 6.756 1.00 0. 00 H 
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747 1HG GLU A 53152.382 -3.870 6.534 1.00 0. 00 H 

748 2HG GLU A 53153.217 -2.393 7.013 1.00 0. 00 H 

749 N LEU A 54151.200 -4.933 4.139 1.00 0. 00 N 

750 CA LEU A 54150. 817 -6. 340 4. 105 1. 00 0. 00 C 

751 C LEU A 54151.111 -7.016 5.440 1.00 0. 00 C 

752 0 LEU A 54152. 156 -6. 782 6. 049 1. 00 0. 00 0 

753 CB LEU A 54151.558 -7.064 2.979 1.00 0. 00 C 

754 CG LEU A 54151.517 -6.362 1.621 1.00 0. 00 C 

755 CD1 LEU A 54152. 750 -6. 710 0. 802 1. 00 0. 00 C 

756 CD2 LEU A 54150. 250 -6. 737 0. 867 1. 00 0. 00 C 

757 H LEU A 54151.976 -4.637 3.621 1.00 0. 00 H 

758 HA LEU A 54149. 755 -6. 390 3. 916 1. 00 0. 00 H 

759 1HB LEU A 54152. 592 -7. 178 3. 272 1. 00 0. 00 H 

760 2HB LEU A 54151.123 -8.046 2.864 1.00 0. 00 H 

761 HG LEU A 54151.510 -5.293 1.776 1.00 0. 00 H 

762 1HD1 LEU A 54152. 593 -6. 419 -0. 226 1. 00 0. 00 H 

763 2HD1 LEU A 54152. 926 -7. 775 0. 853 1. 00 0. 00 H 

764 3HD1 LEU A 54153. 605 -6. 184 1. 199 1. 00 0. 00 H 

765 1HD2 LEU A 54150.238 -7.803 0.691 1.00 0. 00 H 

766 2HD2 LEU A 54150.227 -6.216 -0.080 1.00 0. 00 H 

767 3HD2 LEU A 54149. 386 -6. 459 1. 452 1. 00 0. 00 H 

768 N GLU A 55150.185 -7.857 5.890 1.00 0. 00 N 

769 CA GLU A 55150.346 -8.568 7.153 LOO 0. 00 C 

770 C GLU A 55151.400 -9.662 7.031 1.00 0. 00 C 

771 0 GLU A 55152.098 -9.977 7.995 1.00 0.00 0 

772 CB GLU A 55149.013 -9.174 7.594 1.00 0. 00 C 

773 CG GLU A 55148.076 -8.172 8.249 1.00 0. 00 C 

774 CD GLU A 55146.632 -8.363 7.827 1.00 0. 00 C 

775 0E1 GLU A 55145.767 -8.503 8.717 1.00 0.00 0 
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ATOM 776 0E2 GLU A 55146.366 -8.371 6.606 1.00 0.00 0 

ATOM 777 H GLU A 55149.374 -8.002 5.359 1.00 0. 00 H 

ATOM 778 HA GLU A 55150.670 -7.853 7.895 1.00 0. 00 H 

ATOM 779 1HB GLU A 55148.515 -9.588 6.730 1.00 0. 00 H 

-5 ATOM 780 2HB GLU A 55149.207 -9.967 8.301 1.00 0. 00 H 

ATOM 781 1HG GLU A 55148.139 -8.286 9.321 1.00 0. 00 H 

ATOM 782 2HG GLU A 55148.387 -7.174 7.974 1.00 0. 00 H 

ATOM 783 N ASP A 56151.511 -10.239 5.839 1.00 0. 00 N 

ATOM 784 CA ASP A 56152.481 -11.300 5.590 1.00 0. 00 C 

10 ATOM 785 C ASP A 56153.770 -10.732 5.004 1.00 0. 00 C 

ATOM 786 0 ASP A 56153.744 -10.008 4. 008 1.00 0.00 0 

ATOM 787 CB ASP A 56151.893 -12.345 4.642 1.00 0. 00 C 

ATOM 788 CG ASP A 56151.185 -13.464 5.381 1.00 0. 00 C 

ATOM 789 0D1 ASP A 56151.383 -14.640 5.009 1.00 0.00 0 

15 ATOM 790 0D2 ASP A 56150.434 -13.164 6.333 1.00 0.00 0 

ATOM 791 H ASP A 56150.927 -9.945 5.109 1.00 0. 00 H 

ATOM 792 HA ASP A 56152.707 -11.770 6.535 1.00 0. 00 H 

ATOM 793 1HB ASP A 56151.181 -11.867 3.985 1.00 0. 00 H 

ATOM 794 2HB ASP A 56152.688 -12.775 4.051 1.00 0. 00 H 

20 ATOM 795 N GLU A 57154.895 -11.065 5.626 1.00 0. 00 N 

ATOM 796 CA GLU A 57156. 194 -10. 588 5. 166 1. 00 0. 00 C 

ATOM 797 C GLU A 57156.577 -11.245 3.845 1.00 0. 00 C 

ATOM 798 0 GLU A 57157.029 -12.390 3.817 1.00 0.00 0 

ATOM 799 CB GLU A 57157.267 -10.870 6.220 1.00 0. 00 C 

25 ATOM 800 CG GLU A 57157.447 -9.740 7.221 1.00 0. 00 C 

ATOM 801 CD GLU A 57158.872 -9.634 7.728 1.00 0. 00 C 

ATOM 802 0E1 GLU A 57159.805 -9.697 6.900 1.00 0.00 0 

ATOM 803 0E2 GLU A 57159.056 -9.488 8.955 1.00 0.00 0 

ATOM 804 H GLU A 57154.851 -11.645 6.416 1.00 0. 00 H 
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ATOM 805 HA GLU A 57156.121 -9.522 5.016 1.00 0. 00 H 

ATOM 806 1HB GLU A 57156.996 -11.764 6.763 1.00 0. 00 H 

ATOM 807 2HB GLU A 57158.211 -11.035 5.721 1.00 0. 00 H 

ATOM 808 1HG GLU A 57157.181 -8.809 6.746 1.00 0. 00 H 

5 ATOM 809 2HG GLU A 57156.793 -9.914 8.062 1.00 0. 00 H 

ATOM 810 N CYS A 58156.395 -10.513 2.750 1.00 0. 00 N 

ATOM 811 CA CYS A 58156.722 -11.025 1.425 1.00 0. 00 C 

ATOM 812 C CYS A 58158.004 -10.389 0.898 1.00 0. 00 C 

ATOM 813 0 CYS A 58158.094 -9.169 0.762 1.00 0.00 0 

10 ATOM 814 CB CYS A 58155.570 -10.760 0.454 1.00 0. 00 C 

ATOM 815 SG CYS A 58154.347 -12.089 0.379 1.00 0. 00 S 

ATOM 816 H CYS A 58156.032 -9.607 2.837 1.00 0. 00 H 

ATOM 817 HA CYS A 58156.872 -12.091 1.509 1.00 0. 00 H 

ATOM 818 1HB CYS A 58155.057 -9.858 0.754 1.00 0. 00 H 

15 ATOM 819 2HB CYS A 58155.972 -10.625 -0.540 1.00 0. 00 H 

ATOM 820 HG CYS A 58154.819 -12.920 0.284 1. 00 0. 00 H 

ATOM 821 N ALA A 59158.995 -11.225 0.602 1.00 0. 00 N 

ATOM 822 CA ALA A 59160.272 -10.744 0.090 1.00 0. 00 C 

ATOM 823 C ALA A 59160.092 -10.017 -1.238 1.00 0. 00 C 

20 ATOM 824 0 ALA A 59159.556 -10.575 -2.195 1. 00 0.00 0 

ATOM 825 CB ALA A 59161.246 -11.902 -0.069 1.00 0. 00 C 

ATOM 826 H ALA A 59158.864 -12.187 0.732 1.00 0. 00 H 

ATOM 827 HA ALA A 59160.683 -10.055 0.813 1.00 0. 00 H 

ATOM 828 1HB ALA A 59161.919 -11.697 -0.889 1.00 0. 00 H 

25 ATOM 829 2HB ALA A 59160.697 -12.809 -0.272 1.00 0. 00 H 

ATOM 830 3HB ALA A 59161.814 -12.021 0.841 1.00 0. 00 H 

ATOM 831 N GLY A 60160.541 -8.767 -1.288 1.00 0. 00 N 

ATOM 832 CA GLY A 60160.420 -7.984 -2.504 1.00 0. 00 C 

ATOM 833 C GLY A 60159.945 -6.569 -2.237 1.00 0. 00 C 



WO 2004/016781 PC T/JP2003/0 10288 

• 123 V 

ATOM 834 0 GLY A 60160.265 -5.647 -2.989 1.00 0.00 0 

ATOM 835 H GLY A 60160.959 -8.373 -0.494 1.00 0. 00 H 

ATOM 836 1HA GLY A 60161.382 -7.943 -2.991 1.00 0. 00 H 

ATOM 837 2HA GLY A 60159.715 -8.469 -3.163 1.00 0. 00 H 

5 ATOM 838 N CYS A 61159.183 -6.395 -1.163 1.00 0. 00 N 

ATOM 839 CA CYS A 61158.664 -5.082 -0. 798 1.00 0. 00 C 

ATOM 840 C CYS A 61159. 626 -4.359 0.140 1.00 0. 00 C 

ATOM 841 0 CYS A 61160.633 -4.922 0.567 1.00 0.00 0 

ATOM 842 CB CYS A 61157.293 -5.218 -0.136 1.00 0. 00 C 

10 ATOM 843 SG CYS A 61156.080 -6.119 -1.129 1.00 0. 00 S 

ATOM 844 H CYS A 61158.963 -7.168 -0.602 1.00 0. 00 H 

ATOM 845 HA CYS A 61158.561 -4.503 -1.704 1.00 0. 00 H 

ATOM 846 1HB CYS A 61157.403 -5.742 0.801 1.00 0. 00 H 

ATOM 847 2HB CYS A 61156.894 -4.232 0.055 1.00 0. 00 H 

15 ATOM 848 HG CYS A 61156.127 -5.787 -2.029 1.00 0. 00 H 

ATOM 849 N THR A 62159.306 -3.107 0.457 1.00 0. 00 N 

ATOM 850 CA THR A 62160.142 -2.308 1.345 1.00 0. 00 C 

ATOM 851 C THR A 62159.530 -2.225 2.739 1.00 0. 00 C 

ATOM 852 0 THR A 62158.568 -2.929 3. 048 1.00 0.00 0 

20 ATOM 853 CB THR A 62160.329 -0.902 0.774 1.00 0. 00 C 

ATOM 854 OGl THR A 62159.146 -0.138 0.925 1.00 0.00 0 

ATOM 855 CG2 THR A 62160.696 -0.896 -0.695 1.00 0. 00 C 

ATOM 856 H THR A 62158.490 -2.714 0.084 1.00 0. 00 H 

ATOM 857 HA THR A 62161.106 -2.789 1.416 1.00 0. 00 H 

25 ATOM 858 HB THR A 62161.123 -0.407 1.314 1.00 0. 00 H 

ATOM 859 HG1 THR A 62158.400 -0.629 0.572 1.00 0. 00 H 

ATOM 860 1HG2 THR A 62161.182 0.036 -0.941 1.00 0. 00 H 

ATOM 861 2HG2 THR A 62159. 800 -1. 003 -1. 290 1. 00 0. 00 H 

ATOM 862 3HG2 THR A 62161.365 -1.718 -0.902 1.00 0. 00 H 
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ATOM 863 N ASP A 63160.095 -1.362 3.578 1.00 0. 00 N 

ATOM 864 CA ASP A 63159.605 -1.188 4.940 1.00 0. 00 C 

ATOM 865 C ASP A 63158.822 0.115 5.073 1.00 0. 00 C 

ATOM 866 0 ASP A 63158.815 0.740 6.134 1.00 0.00 0 

5 ATOM 867 CB ASP A 63160.772 -1.199 5.930 1.00 0. 00 C 

ATOM 868 CG ASP A 63161.778 -0.100 5.649 1.00 0. 00 C 

ATOM 869 0D1 ASP A 63162.909 -0.422 5.230 1.00 0.00 0 

ATOM 870 0D2 ASP A 63161.434 1.085 5.850 1.00 0.00 0 

ATOM 871 H ASP A 63160.860 -0.830 3.272 1.00 0. 00 H 

10 ATOM 872 HA ASP A 63158.947 -2.013 5.164 1.00 0. 00 H 

ATOM 873 1HB ASP A 63160.389 -1.064 6.930 1.00 0. 00 H 

ATOM 874 2HB ASP A 63161.279 -2.151 5.867 1.00 0. 00 H 

ATOM 875 N GLY A 64158.166 0.519 3.991 1.00 0. 00 N 

ATOM 876 CA GLY A 64157.389 1.744 4.009 1.00 0. 00 C 

15 ATOM 877 C GLY A 64158.114 2.900 3.347 1.00 0. 00 C 

ATOM 878 0 GLY A 64158. 167 4. 002 3. 892 1. 00 0. 00 0 

ATOM 879 H GLY A 64158.208 -0.020 3.174 1.00 0. 00 H 

ATOM 880 1HA GLY A 64156.457 1.574 3.492 1.00 0. 00 H 

ATOM 881 2HA GLY A 64157. 177 2. 008 5. 035 1. 00 0. 00 H 

20 ATOM 882 N THR A 65158.674 2.647 2.168 1.00 0. 00 N 

ATOM 883 CA THR A 65159.399 3.675 1.431 1.00 0. 00 C 

ATOM 884 C THR A 65159.023 3.652 -0.047 1.00 0. 00 C 

ATOM 885 0 THR A 65159.172 2.632 -0.720 1.00 0.00 0 

ATOM 886 CB THR A 65160.908 3.476 1.589 1.00 0. 00 C 

25 ATOM 887 0G1 THR A 65161.327 2.287 0.941 1.00 0.00 0 

ATOM 888 CG2 THR A 65161.353 3.394 3.032 1.00 0. 00 C 

ATOM 889 H THR A 65158.598 1.748 1.786 1.00 0. 00 H 

ATOM 890 HA THR A 65159.127 4.635 1.845 1.00 0. 00 H 

ATOM 891 HB THR A 65161.420 4.310 1.131 1.00 0. 00 H 
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ATOM 892 HG1 THR A 65160.733 1.570 1.174 1.00 0. 00 H 

ATOM 893 1HG2 THR A 65161.703 2.395 3.245 1.00 0. 00 H 

ATOM 894 2HG2 THR A 65160.521 3.631 3.680 1.00 0. 00 H 

ATOM 895 3HG2 THR A 65162.154 4.099 3.203 1.00 0. 00 H 

5 ATOM 896 N PHE A 66158.536 4.784 -0.546 1.00 0. 00 N 

ATOM 897 CA PHE A 66158.138 4.894 -1.945 1.00 0. 00 C 

ATOM 898 C PHE A 66159.106 5.785 -2.717 1.00 0. 00 C 

ATOM 899 0 PHE A 66159.243 6.971 -2.422 1. 00 0.00 0 

ATOM 900 CB PHE A 66156.718 5.452 -2.051 1.00 0. 00 C 

10 ATOM 901 CG PHE A 66156.051 5.152 -3.362 1.00 0. 00 C 

ATOM 902 CD 1 PHE A 66155.567 6.177 -4.159 1.00 0. 00 C 

ATOM 903 CD2 PHE A 66155.908 3.844 -3.798 1.00 0. 00 C 

ATOM 904 CE1 PHE A 66154. 953 5. 903 -5. 367 1. 00 0. 00 C 

ATOM 905 CE2 PHE A 66155.294 3.564 -5.004 1.00 0. 00 C 

15 ATOM 906 CZ PHE A 66154.816 4.596 -5.790 1.00 0. 00 C 

ATOM 907 H PHE A 66158.441 5.563 0.040 1.00 0. 00 H 

ATOM 908 HA PHE A 66158.159 3.904 -2.374 1.00 0. 00 H 

ATOM 909 1HB PHE A 66156.112 5.028 -1.265 1. 00 0. 00 H 

ATOM 910 2HB PHE A 66156.752 6.526 -1.931 1.00 0. 00 H 

20 ATOM 911 HD1 PHE A 66155.674 7.200 -3.829 1.00 0. 00 H 

ATOM 912 HD2 PHE A 66156.282 3.037 -3.185 1.00 0. 00 H 

ATOM 913 HE 1 PHE A 66154.579 6.711 -5.978 1.00 0. 00 H 

ATOM 914 HE2 PHE A 66155.189 2.541 -5.333 1.00 0. 00 H 

ATOM 915 HZ PHE A 66154.337 4.379 -6.732 1.00 0. 00 H 

25 ATOM 916 N ARG A 67159.776 5.204 -3.706 1.00 0. 00 N 

ATOM 917 CA ARG A 67160.732 5.945 -4.521 1.00 0. 00 C 

ATOM 918 C ARG A 67161.860 6.505 -3.662 1.00 0. 00 C 

ATOM 919 0 ARG A 67162.359 7.602 -3.913 1.00 0. 00 0 

ATOM 920 CB ARG A 67160.026 7.082 -5.263 1.00 0. 00 C 
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921 CG ARG A 67158.955 6.606 -6.229 1.00 0. 00 C 

922 CD ARG A 67158.909 7.468 -7.481 1.00 0. 00 C 

923 NE ARG A 67160.062 7.236 -8.347 1.00 0. 00 N 

924 CZ ARG A 67160.434 8.061 -9.323 1.00 0. 00 C 

925 NH1 ARG A 67159.746 9.171 -9.562 1.00 0. 00 N 

926 NH2 ARG A 67161.496 7.775 -10.064 1.00 0. 00 N 

927 H ARG A 67159.624 4.254 -3.893 1.00 0. 00 H 

928 HA ARG A 67161.150 5.261 -5.244 1.00 0. 00 H 

929 1HB ARG A 67159.564 7.736 -4.539 1.00 0. 00 H 

930 2HB ARG A 67160.762 7.642 -5.822 1.00 0. 00 H 

931 1HG ARG A 67159.166 5.587 -6.514 1.00 0. 00 H 

932 2HG ARG A 67157.994 6.651 -5.736 1.00 0. 00 H 

933 1HD ARG A 67158.008 7.237 -8.029 1.00 0. 00 H 

934 2HD ARG A 67158.894 8.507 -7.186 1.00 0. 00 H 

935 HE ARG A 67160.588 6.424 -8.193 1.00 0. 00 H 

936 1HH1 ARG A 67158.944 9.393 -9.007 1.00 0. 00 H 

937 2HH1 ARG A 67160. 030 9. 786 -10. 297 1. 00 0. 00 H 

938 1HH2 ARG A 67162.018 6.940 -9.888 1.00 0. 00 H 

939 2HH2 ARG A 67161.775 8.395 -10.798 1.00 0. 00 H 

940 N GLY A 68162.258 5.744 -2.648 1.00 0. 00 N 

941 CA GLY A 68163.326 6.180 -1.767 1.00 0. 00 C 

942 C GLY A 68162.888 7.290 -0.831 1.00 0. 00 C 

943 0 GLY A 68163.699 8.118 -0.417 1.00 0.00 0 

944 H GLY A 68161.824 4.879 -2.497 1.00 0. 00 H 

945 1HA GLY A 68163.660 5.339 -1.179 1.00 0. 00 H 

946 2HA GLY A 68164.150 6.537 -2.368 1.00 0. 00 H 

947 N THR A 69161.602 7.306 -0.497 1.00 0. 00 N 

948 CA THR A 69161.057 8.321 0.396 1.00 0. 00 C 

949 C THR A 69160.168 7.689 1.461 1.00 0. 00 C 
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ATOM 979 2HD ARG A 70160.268 6.263 8.317 1.00 0. 00 H 

ATOM 980 HE ARG A 70162.013 4.661 6.995 1.00 0. 00 H 

ATOM 981 1HH1 ARG A 70162.394 7.327 9.215 1.00 0. 00 H 

ATOM 982 2HH1 ARG A 70163.885 6.734 9.866 1.00 0. 00 H 

5 ATOM 983 1HH2 ARG A 70163.974 3.880 7.851 1.00 0. 00 H 

ATOM 984 2HH2 ARG A 70164. 782 4. 778 9. 092 1. 00 0. 00 H 

ATOM 985 N TYR A 71157.543 7.421 4.154 1.00 0. 00 N 

ATOM 986 CA TYR A 71156.346 8.176 4.510 1.00 0. 00 C 

ATOM 987 C TYR A 71155.852 7.788 5.900 1.00 0. 00 C 

10 ATOM 988 0 TYR A 71155.446 8.644 6.686 1.00 0.00 0 

ATOM 989 CB TYR A 71155.242 7.936 3.479 1.00 0. 00 C 

ATOM 990 CG TYR A 71155.536 8.538 2.124 1.00 0. 00 C 

ATOM 991 CD 1 TYR A 71156.048 9.825 2.011 1.00 0. 00 C 

ATOM 992 CD2 TYR A 71155.304 7.820 0.958 1.00 0. 00 C 

15 ATOM 993 CE1 TYR A 71156.318 10.379 0.773 1.00 0. 00 C 

ATOM 994 CE2 TYR A 71155.572 8. 367 -0.283 1.00 0. 00 C 

ATOM 995 CZ TYR A 71156.079 9.647 -0.369 1.00 0. 00 C 

ATOM 996 OH TYR A 71156.347 10.193 -1.603 1.00 0.00 0 

ATOM 997 H TYR A 71157.452 6.487 3.874 1.00 0. 00 H 

20 ATOM 998 HA TYR A 71156.604 9.224 4.511 1.00 0. 00 H 

ATOM 999 1HB TYR A 71155.106 6.873 3.346 1.00 0. 00 H 

ATOM 1000 2HB TYR A 71154.321 8.368 3.842 1.00 0. 00 H 

ATOM 1001 HD1 TYR A 71156.234 10.397 2.908 1.00 0. 00 H 

ATOM 1002 HD2 TYR A 71154.906 6.819 1.029 1.00 0. 00 H 

25 ATOM 1003 HE 1 TYR A 71156.716 11.381 0.706 1.00 0. 00 H 

ATOM 1004 HE2 TYR A 71155.384 7.793 -1.178 1.00 0. 00 H 

ATOM 1005 HH TYR A 71157.236 9.952 -1.874 1.00 0. 00 H 

ATOM 1006 N PHE A 72155. 891 6. 494 6. 197 1. 00 0. 00 N 

ATOM 1007 CA PHE A 72155.448 5.993 7.492 1.00 0. 00 C 
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ATOM 1008 C PHE A 72156.433 4.968 8.045 1.00 0. 00 C 

ATOM 1009 0 PHE A 72157.368 4.556 7.358 1.00 0.00 0 

ATOM 1010 CB PHE A 72154.057 5.368 7.373 1.00 0. 00 C 

ATOM 1011 CG PHE A 72153.981 4.262 6.359 1.00 0. 00 C 

5 ATOM 1012 CD 1 PHE A 72154.205 2.946 6.733 1.00 0. 00 C 

ATOM 1013 CD2 PHE A 72153.686 4.538 5.034 1.00 0. 00 C 

ATOM 1014 CE1 PHE A 72154.135 1.926 5.802 1.00 0. 00 C 

ATOM 1015 CE2 PHE A 72153.616 3.522 4.099 1.00 0. 00 C 

ATOM 1016 CZ PHE A 72153.841 2.214 4.484 1.00 0. 00 C 

10 ATOM 1017 H PHE A 72156.226 5.859 5.528 1.00 0. 00 H 

ATOM 1018 HA PHE A 72155.399 6.831 8.172 1.00 0. 00 H 

ATOM 1019 1HB PHE A 72153.769 4.961 8.330 1.00 0. 00 H 

ATOM 1020 2HB PHE A 72153.350 6.133 7.084 1.00 0. 00 H 

ATOM 1021 HD1 PHE A 72154.434 2.719 7.763 1.00 0. 00 H 

15 ATOM 1022 HD2 PHE A 72153.511 5.560 4.731 1.00 0. 00 H 

ATOM 1023 HE 1 PHE A 72154.311 0.905 6.106 1.00 0. 00 H 

ATOM 1024 HE2 PHE A 72153.386 3. 751 3.069 1. 00 0. 00 H 

ATOM 1025 HZ PHE A 72153.786 1.419 3.756 1. 00 0. 00 H 

ATOM 1026 N THR A 73156.216 4.559 9.291 1.00 0. 00 N 

20 ATOM 1027 CA THR A 73157.085 3.581 9.937 1.00 0. 00 C 

ATOM 1028 C THR A 73156.374 2.242 10.094 1. 00 0. 00 C 

ATOM 1029 0 THR A 73155.396 2.129 10.834 LOO 0.00 0 

ATOM 1030 CB THR A 73157.538 4.094 11.304 1.00 0. 00 C 

ATOM 1031 OGl THR A 73157.838 5.477 11.247 1.00 0.00 0 

25 ATOM 1032 CG2 THR A 73158.761 3.380 11.837 1.00 0. 00 C 

ATOM 1033 H THR A 73155.455 4.923 9.789 1.00 0. 00 H 

ATOM 1034 HA THR A 73157.952 3.443 9.309 1.00 0. 00 H 

ATOM 1035 HB THR A 73156.736 3.951 12.015 1.00 0. 00 H 

ATOM 1036 HG1 THR A 73157.472 5.918 12.018 1.00 0. 00 H 
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ATOM 1037 1HG2 THR A 73159.373 4.077 12.389 1.00 0. 00 H 

ATOM 1038 2HG2 THR A 73159.331 2.978 11.011 1.00 0. 00 H 

ATOM 1039 3HG2 THR A 73158.454 2.575 12.487 1.00 0. 00 H 

ATOM 1040 N CYS A 74156.871 1.227 9.394 1.00 0. 00 N 

5 ATOM 1041 CA CYS A 74156.282 -0.106 9.455 1.00 0. 00 C 

ATOM 1042 C CYS A 74157.366 -1.179 9.459 1.00 0. 00 C 

ATOM 1043 0 CYS A 74158.558 -0.871 9.475 1.00 0.00 0 

ATOM 1044 CB CYS A 74155. 336 -0. 324 8. 272 1. 00 0. 00 C 

ATOM 1045 SG CYS A 74153. 626 0. 165 8. 594 1. 00 0. 00 S 

10 ATOM 1046 H CYS A 74157.652 1.380 8.821 1.00 0. 00 H 

ATOM 1047 HA CYS A 74155.718 -0.177 10.373 1.00 0. 00 H 

ATOM 1048 1HB CYS A 74155.688 0.251 7.429 1.00 0. 00 H 

ATOM 1049 2HB CYS A 74155.336 -1.372 8.011 1.00 0. 00 H 

ATOM 1050 HG CYS A 74153.519 0.260 9.543 1.00 0. 00 H 

15 ATOM 1051 N ALA A 75156.944 -2.438 9.446 1.00 0. 00 N 

ATOM 1052 CA ALA A 75157.878 -3.557 9.448 1.00 0. 00 C 

ATOM 1053 C ALA A 75158.504 -3.753 8.071 1.00 0. 00 C 

ATOM 1054 0 ALA A 75158.021 -3.212 7.077 1.00 0.00 0 

ATOM 1055 CB ALA A 75157.177 -4.830 9.897 1.00 0. 00 C 

20 ATOM 1056 H ALA A 75155.981 -2.620 9.434 1.00 0. 00 H 

ATOM 1057 HA ALA A 75158.661 -3.336 10.159 1.00 0. 00 H 

ATOM 1058 1HB ALA A 75156.438 -4.588 10.647 1.00 0. 00 H 

ATOM 1059 2HB ALA A 75157.902 -5.513 10.314 1.00 0. 00 H 

ATOM 1060 3HB ALA A 75156.692 -5.292 9.049 1.00 0. 00 H 

25 ATOM 1061 N LEU A 76159.581 -4.530 8.021 1.00 0. 00 N 

ATOM 1062 CA LEU A 76160.273 -4.798 6.765 1.00 0. 00 C 

ATOM 1063 C LEU A 76159.514 -5.828 5.935 1.00 0. 00 C 

ATOM 1064 0 LEU A 76158.956 -6.784 6.473 1.00 0.00 0 

ATOM 1065 CB LEU A 76161.695 -5.292 7.037 1.00 0. 00 C 
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7. 352 1. 00 0. 00 C 
8.317 1.00 0.00 C 
6. 072 1. 00 0. 00 C 

8. 848 1. 00 0. 00 H 

6. 212 1. 00 0. 00 H 

7. 874 1. 00 0. 00 H 

6. 168 1. 00 0. 00 H 

7. 824 1. 00 0. 00 H 

8. 096 1. 00 0. 00 H 

8. 210 1. 00 0. 00 H 

9. 330 1. 00 0. 00 H 
5. 241 1. 00 0. 00 H 

5. 899 1. 00 0. 00 H 

6. 166 1. 00 0. 00 H 
4. 621 1. 00 0. 00 N 

3. 716 1. 00 0. 00 C 

4. 005 1. 00 0. 00 C 
3. 962 1. 00 0. 00 0 
3. 836 1. 00 0. 00 C 

3. 832 1. 00 0. 00 C 
2. 478 1. 00 0. 00 C 
2. 570 1. 00 0. 00 C 
2. 908 1. 00 0. 00 N 

4. 252 1. 00 0. 00 H 

2. 707 1. 00 0. 00 H 
4. 760 1. 00 0. 00 H 

3. 008 1. 00 0. 00 H 

4. 580 1. 00 0. 00 H 
4. 066 1. 00 0. 00 H 
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ATOM 1095 1HD LYS A 77161.351 -8.408 1.791 1.00 0. 00 H 

ATOM 1096 2HD LYS A 77160.924 -6.726 2.112 1.00 0. 00 H 

ATOM 1097 1HE LYS A 77163.401 -7.837 3.337 1. 00 0. 00 H 

ATOM 1098 2HE LYS A 77163.412 -7.436 1.619 1.00 0. 00 H 

5 ATOM 1099 1HZ LYS A 77163.311 -5.241 2.041 1.00 0. 00 H 

ATOM 1100 2HZ LYS A 77163.976 -5.686 3.531 1.00 0. 00 H 

ATOM 1101 3HZ LYS A 77162.312 -5.416 3.395 1.00 0. 00 H 

ATOM 1102 N LYS A 78156.750 -5.395 4.301 1.00 0. 00 N 

ATOM 1103 CA LYS A 78155.326 -5.284 4.597 1.00 0. 00 C 

10 ATOM 1104 C LYS A 78154.793 -3.911 4.198 1.00 0. 00 C 

ATOM 1105 0 LYS A 78153.981 -3.318 4.908 1.00 0.00 0 

ATOM 1106 CB LYS A 78155.074 -5.529 6.086 1.00 0. 00 C 

ATOM 1107 CG LYS A 78155.640 -6.847 6.590 1.00 0. 00 C 

ATOM 1108 CD LYS A 78155.270 -7.094 8.043 1.00 0. 00 C 

15 ATOM 1109 CE LYS A 78154.151 -8.116 8.169 1.00 0. 00 C 

ATOM 1110 NZ LYS A 78153.312 -7.875 9.376 1.00 0. 00 N 

ATOM 1111 H LYS A 78157.306 -4.589 4.318 1.00 0. 00 H 

ATOM 1112 HA LYS A 78154.809 -6.038 4.024 1.00 0. 00 H 

ATOM 1113 1HB LYS A 78155.525 -4.728 6.653 1.00 0. 00 H 

20 ATOM 1114 2HB LYS A 78154.009 -5.529 6.264 1.00 0. 00 H 

ATOM 1115 1HG LYS A 78155.244 -7.651 5.986 1.00 0. 00 H 

ATOM 1116 2HG LYS A 78156.716 -6.823 6.500 1.00 0. 00 H 

ATOM 1117 1HD LYS A 78156.139 -7.463 8.568 1.00 0. 00 H 

ATOM 1118 2HD LYS A 78154.947 -6.164 8.487 1.00 0. 00 H 

25 ATOM 1119 1HE LYS A 78153.526 -8.055 7.291 1.00 0. 00 H 

ATOM 1120 2HE LYS A 78154.586 -9.102 8.234 1.00 0. 00 H 

ATOM 1121 1HZ LYS A 78153.289 -6.859 9.599 1.00 0. 00 H 

ATOM 1122 2HZ LYS A 78153.703 -8.388 10.191 1.00 0. 00 H 

ATOM 1123 3HZ LYS A 78152.341 -8.205 9.207 1.00 0. 00 H 
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0^ PCT/JP2003/010288 

3. 056 1. 00 0. 00 N 

2. 561 1. 00 0. 00 C 

1. 047 1. 00 0. 00 C 
0. 301 1. 00 0. 00 0 

2. 968 1. 00 0. 00 C 

2. 534 1. 00 0. 00 H 

3. 019 1. 00 0. 00 H 

2. 207 1. 00 0. 00 H 

3. 080 1. 00 0. 00 H 
3. 906 1. 00 0. 00 H 

0. 597 1. 00 0. 00 N 
-0. 829 1. 00 0. 00 C 
-1. 218 1. 00 0. 00 C 
-0. 884 1. 00 0. 00 0 
-1. 205 1. 00 0. 00 C 
-2. 670 1. 00 0. 00 C 
-3. 575 1. 00 0. 00 C 
-2. 871 1. 00 0. 00 C 

1. 240 1. 00 0. 00 H 
-1. 367 1. 00 0. 00 H 
-0. 985 1. 00 0. 00 H 
-0. 589 1. 00 0. 00 H 
-2. 944 1. 00 0. 00 H 
-4. 466 1. 00 0. 00 H 
-3. 052 1. 00 0. 00 H 
-3. 850 1. 00 0. 00 H 
-3. 113 1. 00 0. 00 H 
-3. 679 1. 00 0. 00 H 
-1. 963 1. 00 0. 00 H 
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ATOM 1153 N PHE A 81152.905 0.081 -1.927 1.00 0. 00 N 

ATOM 1154 CA PHE A 81152.227 1.297 -2.362 1.00 0. 00 C 

ATOM 1155 C PHE A 81151.405 1.041 -3.622 1.00 0. 00 C 

ATOM 1156 0 PHE A 81151.884 0.420 -4.571 1.00 0.00 0 

5 ATOM 1157 CB PHE A 81153.246 2.408 -2.621 1.00 0. 00 C 

ATOM 1158 CG PHE A 81153.856 2.967 -1.367 1.00 0. 00 C 

ATOM 1159 CD 1 PHE A 81153.201 3.948 -0.640 1.00 0. 00 C 

ATOM 1160 CD2 PHE A 81155.084 2.511 -0.916 1.00 0. 00 C 

ATOM 1161 CE1 PHE A 81153.759 4.463 0.514 1.00 0. 00 C 

10 ATOM 1162 CE2 PHE A 81155.649 3.023 0.237 1.00 0. 00 C 

ATOM 1163 CZ PHE A 81154.985 4.000 0.953 1.00 0. 00 C 

ATOM 1164 H PHE A 81153.846 -0.052 -2.164 1.00 0. 00 H 

ATOM 1165 HA PHE A 81151.563 1.607 -1.570 1.00 0. 00 H 

ATOM 1166 1HB PHE A 81154.045 2.019 -3.234 1.00 0. 00 H 

15 ATOM 1167 2HB PHE A 81152.759 3.218 -3.145 1.00 0. 00 H 

ATOM 1168 HD1 PHE A 81152.243 4.310 -0.982 1.00 0. 00 H 

ATOM 1169 HD2 PHE A 81155.604 1.747 -1.476 1.00 0. 00 H 

ATOM 1170 HE 1 PHE A 81153.240 5.228 1.072 1.00 0. 00 H 

ATOM 1171 HE2 PHE A 81156.607 2.659 0.578 1.00 0. 00 H 

20 ATOM 1172 HZ PHE A 81155.424 4.401 1.854 1.00 0. 00 H 

ATOM 1173 N VAL A 82150.167 1.524 -3.623 1.00 0. 00 N 

ATOM 1174 CA VAL A 82149.280 1.347 -4.765 1.00 0. 00 C 

ATOM 1175 C VAL A 82148.315 2.521 -4.898 1.00 0. 00 C 

ATOM 1176 0 VAL A 82148.180 3.332 -3.983 1.00 0. 00 0 

25 ATOM 1177 CB VAL A 82148.470 0.042 -4.652 1.00 0. 00 C 

ATOM 1178 CGI VAL A 82149.379 -1.166 -4.809 1.00 0. 00 C 

ATOM 1179 CG2 VAL A 82147.724 -0.010 -3.327 1.00 0. 00 C 

ATOM 1180 H VAL A 82149.843 2.010 -2.836 1.00 0. 00 H 

ATOM 1181 HA VAL A 82149.889 1.292 -5.656 1.00 0. 00 H 
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•5. 450 1. 00 0. 00 H 

-5. 668 1. 00 0. 00 H 

-4. 947 1. 00 0. 00 H 

-3. 923 1. 00 0. 00 H 

-3. 223 1. 00 0. 00 H 

-3. 303 1. 00 0. 00 H 

-2. 515 1. 00 0. 00 H 

-6. 043 1. 00 0. 00 N 

-6. 295 1. 00 0. 00 C 

-5. 358 1. 00 0. 00 C 

-5. 318 1. 00 0. 00 0 

-7. 751 1. 00 0. 00 C 

-8. 758 1. 00 0. 00 C 

10. 168 1. 00 0. 00 C 

11. 212 1. 00 0. 00 C 
11.787 1.00 0. 00 N 
-6. 735 1. 00 0. 00 H 
-6.114 1.00 0. 00 H 
-7. 929 1. 00 0. 00 H 
-7. 914 1. 00 0. 00 H 
-8. 734 1. 00 0. 00 H 
-8. 489 1. 00 0. 00 H 
-10.325 1.00 0.00 H 
•10. 277 1. 00 0. 00 H 
-12. 007 1. 00 0. 00 H 
-10. 749 1. 00 0. 00 H 
-11.121 1.00 0. 00 H 
-11.974 1.00 0. 00 H 
-12.680 1.00 0. 00 H 
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-4. 605 1. 00 0. 00 N 

-3. 666 1. 00 0. 00 C 

-4. 384 1. 00 0. 00 C 

-3. 844 1. 00 0. 00 0 

-2. 924 1. 00 0. 00 C 

-1. 990 1. 00 0. 00 C 

-0. 703 1. 00 0. 00 C 

-1. 689 1. 00 0. 00 C 

-4. 683 1. 00 0. 00 H 

-2. 950 1. 00 0. 00 H 

-2. 340 1. 00 0. 00 H 

-3. 658 1. 00 0. 00 H 

-2. 476 1. 00 0. 00 H 

-0. 380 1. 00 0. 00 H 

0.061 1.00 0. 00 H 

-0. 878 1. 00 0. 00 H 

-2. 586 1. 00 0. 00 H 

-1. 345 1. 00 0. 00 H 

-0. 924 1. 00 0. 00 H 

-5. 606 1. 00 0. 00 N 

-6. 398 1. 00 0. 00 C 

-6. 728 1. 00 0. 00 C 

-6. 956 1. 00 0. 00 0 

-7. 688 1. 00 0. 00 C 

-8. 549 1. 00 0. 00 C 

-9. 398 1. 00 0. 00 C 

-9. 970 1. 00 0. 00 C 

10. 766 1. 00 0. 00 N 

-5. 982 1. 00 0. 00 H 
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ATOM 1240 HA LYS A 85140.670 5.213 -5.811 1.00 0. 00 H 

ATOM 1241 1HB LYS A 85140.702 5.500 -8.269 1.00 0. 00 H 

ATOM 1242 2HB LYS A 85141.690 6.691 -7.433 1.00 0. 00 H 

ATOM 1243 1HG LYS A 85143.602 4.949 -7.909 1.00 0. 00 H 

5 ATOM 1244 2HG LYS A 85142.509 4.449 -9.200 1.00 0. 00 H 

ATOM 1245 1HD LYS A 85142.570 6.576 -10.214 1.00 0. 00 H 

ATOM 1246 2HD LYS A 85143.289 7.323 -8.786 1.00 0. 00 H 

ATOM 1247 1HE LYS A 85145.335 6.008 -9.154 1.00 0. 00 H 

ATOM 1248 2HE LYS A 85144.613 5.314 -10.605 1.00 0. 00 H 

10 ATOM 1249 1HZ LYS A 85146.175 7.409 -10.708 1.00 0. 00 H 

ATOM 1250 2HZ LYS A 85144.728 8.229 -10.401 1.00 0. 00 H 

ATOM 1251 3HZ LYS A 85144.863 7.236 -11.763 1.00 0. 00 H 

ATOM 1252 N SERA 86142.277 2.559 -6.753 1.00 0. 00 N 

ATOM 1253 CA SERA 86142.146 1.139 -7.057 1.00 0. 00 C 

15 ATOM 1254 C SERA 86142.102 0.309 -5.777 1.00 0. 00 C 

ATOM 1255 0 SERA 86142.605 -0.814 -5.737 1.00 0.00 0 

ATOM 1256 CB SERA 86143.308 0.676 -7.938 1.00 0. 00 C 

ATOM 1257 OG SERA 86143.567 1.608 -8.973 1.00 0.00 0 

ATOM 1258 H SERA 86143.165 2.928 -6.563 1.00 0. 00 H 

20 ATOM 1259 HA SERA 86141.220 0.999 -7.594 1.00 0. 00 H 

ATOM 1260 1HB SERA 86144.197 0.572 -7.334 1.00 0. 00 H 

ATOM 1261 2HB SERA 86143.062 -0.278 -8.382 1.00 0. 00 H 

ATOM 1262 HG SERA 86143.066 1.365 -9.755 1.00 0. 00 H 

ATOM 1263 N CYS A 87141. 498 0. 868 -4. 734 1. 00 0. 00 N 

25 ATOM 1264 CA CYS A .87141.387 0.180 -3.453 1.00 0. 00 C 

ATOM 1265 C CYS A 87139.928 -0.097 -3.109 1.00 0. 00 C 

ATOM 1266 0 CYS A 87139.021 0.538 '-3.648 1.00 0.00 0 

ATOM 1267 CB CYS A 87142.036 1.012 -2.345 1.00 0. 00 C 

ATOM 1268 SG CYS A 87143.843 1.034 -2.401 1.00 0. 00 S 
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ATOM 1269 H CYS A 87141.116 1.766 -4.828 1.00 0. 00 H 

ATOM 1270 HA CYS A 87141.910 -0.761 -3.537 1.00 0. 00 H 

ATOM 1271 1HB CYS A 87141.693 2.032 -2.424 1.00 0. 00 H 

ATOM 1272 2HB CYS A 87141.740 0.613 -1.386 1.00 0. 00 H 

5 ATOM 1273 HG CYS A 87144.122 0.522 -3.164 1.00 0. 00 H 

ATOM 1274 N ARG A 88139.706 -1.049 -2.208 1.00 0. 00 N 

ATOM 1275 CA ARG A 88138.356 -1.408 -1.793 1.00 0. 00 C 

ATOM 1276 C ARG A 88138.267 -1.531 -0.272 1.00 0. 00 C 

ATOM 1277 0 ARG A 88139.211 -1.983 0.376 1.00 0.00 0 

10 ATOM 1278 CB ARG A 88137.932 -2.723 -2.448 1.00 0. 00 C 

ATOM . 1279 CG ARG A 88137. 230 -2. 538 -3. 784 1. 00 0. 00 C 

ATOM 1280 CD ARG A 88135.718 -2.566 -3.627 1.00 0. 00 C 

ATOM 1281 NE ARG A 88135.059 -3.157 -4.789 1.00 0. 00 N 

ATOM 1282 CZ ARG A 88135.003 -2.577 -5.985 1.00 0. 00 C 

15 ATOM 1283 NH1 ARG A 88135.566 -1.391 -6.183 1.00 0. 00 N 

ATOM 1284 NH2 ARG A 88134.382 -3.184 -6.987 1.00 0. 00 N 

ATOM 1285 H ARG A 88140.470 -1.520 -1.812 1.00 0. 00 H 

ATOM 1286 HA ARG A 88137.691 -0.623 -2.119 1.00 0. 00 H 

ATOM 1287 1HB ARG A 88138.810 -3.332 -2.608 1.00 0. 00 H 

20 ATOM 1288 2HB ARG A 88137.260 -3.244 -1.782 1.00 0. 00 H 

ATOM 1289 1HG ARG A 88137.521 -1.587 -4.204 1.00 0. 00 H 

ATOM 1290 2HG ARG A 88137.529 -3.335 -4.449 1.00 0. 00 H 

ATOM 1291 1HD ARG A 88135.471 -3.146 -2.750 1.00 0. 00 H 

ATOM 1292 2HD ARG A 88135.364 -1.553 -3.501 1.00 0. 00 H 

25 ATOM 1293 HE ARG A 88134.634 -4.033 -4.672 1.00 0. 00 H 

ATOM 1294 1HH1 ARG A 88136.035 -0.928 -5.431 1.00 0. 00 H 

ATOM 1295 2HH1 ARG A 88135.520 -0.961 -7.084 1.00 0. 00 H 

ATOM 1296 1HH2 ARG A 88133.956 -4.077 -6.844 1.00 0. 00 H 

ATOM 1297 2HH2 ARG A 88134. 340 -2. 748 -7. 887 1. 00 0. 00 H 
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ATOM 1298 N PROA 89137.126 -1.131 0.319 1.00 0. 00 N 

ATOM 1299 CA PROA 89136.924 -1.201 1.769 1.00 0. 00 C 

ATOM 1300 C PROA 89137.168 -2.603 2.320 1.00 0. 00 C 

ATOM 1301 0 PROA 89136.530 -3.566 1.898 1.00 0.00 0 

5 ATOM 1302 CB PROA 89135.455 -0.807 1.948 1.00 0. 00 C 

ATOM 1303 CG PROA 89135.126 -0.003 0.740 1.00 0. 00 C 

ATOM 1304 CD PROA 89135.949 -0.581 -0.377 1.00 0. 00 C 

ATOM 1305 HA PROA 89137.555 -0.497 2.291 1.00 0. 00 H 

ATOM 1306 1HB PROA 89134.846 -1.698 2.009 1.00 0. 00 H 

10 ATOM 1307 2HB PROA 89135.343 -0.225 2.851 1.00 0. 00 H 

ATOM 1308 1HG PROA 89134.074 -0.091 0.515 1.00 0. 00 H 

ATOM 1309 2HG PROA 89135.390 1.031 0.903 1.00 0. 00 H 

ATOM 1310 1HD PROA 89135.401 -1.36.1 -0.886 1.00 0. 00 H 

ATOM 1311 2HD PROA 89136.239 0.195 -1.072 1.00 0. 00 H 

15 ATOM 1312 N ASP A 90138.095 -2.707 3.267 1.00 0. 00 N 

ATOM 1313 CA ASP A 90138.422 -3.991 3.877 1.00 0. 00 C 

ATOM 1314 C ASP A 90137.795 -4.110 5.262 1.00 0. 00 C 

ATOM 1315 0 ASP A 90138.296 -3.540 6.232 1.00 0.00 0 

ATOM 1316 CB ASP A 90139.940 -4.160 3.977 1.00 0. 00 C 

20 ATOM 1317 CG ASP A 90140.365 -5.614 3.896 1.00 0. 00 C 

ATOM 1318 0D1 ASP A 90139.547 -6.492 4.244 1.00 0.00 0 

ATOM 1319 0D2 ASP A 90141.516 -5.873 3.485 1.00 0.00 0 

ATOM 1320 H ASP A 90138.570 -1.902 3.563 1.00 0. 00 H 

ATOM 1321 HA ASP A 90138.023 -4.769 3.245 1.00 0. 00 H 

25 ATOM 1322 1HB ASP A 90140.410 -3.622 3.168 1.00 0. 00 H 

ATOM 1323 2HB ASP A 90140.279 -3.756 4.919 1.00 0. 00 H 

ATOM 1324 N SERA 91136.695 -4.850 5.346 1.00 0. 00 N 

ATOM 1325 CA SERA 91135.997 -5.042 6.613 1.00 0. 00 C 

ATOM 1326 C SERA 91136.378 -6.376 7.247 1.00 0. 00 C 
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' 140 
SERA 91135.575 -6.993 

SERA 91134.485 -4.978 
SERA 91133.828 -4.483 
SERA 91136.343 -5.278 
SERA 91136.293 -4.243 
SERA 91134.267 -4.326 
SERA 91134.112 -5.970 
SERA 91133.100 -5.065 
ARG A 92137. 608 -6. 815 
ARG A 92138.093 -8.076 
ARG A 92138.164 -8.018 
ARG A 92137.993 -9.030 
ARG A 92139.471 -8.409 
ARG A 92139. 416 -9. 230 
ARG A 92139. 022 -10. 671 
ARG A 92137. 589 -10. 891 
ARG A 92137. 005 -11. 048 
ARG A 92137. 727 -11. Oil 
ARG A 92135. 696 -11. 243 
ARG A 92138. 202 -6. 278 
ARG A 92137. 398 -8. 851 
ARG A 92139.992 -7.486 
ARG A 92140. 030 -8. 966 
ARG A 92138.688 -8.792 
ARG A 92140. 390 -9. 216 
ARG A 92139. 562 -11. 318 
ARG A 92139. 290 -10. 912 
ARG A 92137. 032 -10. 923 
ARG A 92138. 714 -10. 864 
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7. 947 1. 00 0. 00 0 

6. 401 1. 00 0. 00 C 

7. 554 1. 00 0. 00 0 

4. 537 1. 00 0. 00 H 
7. 277 1. 00 0. 00 H 

5. 569 1. 00 0. 00 H 

6. 187 1. 00 0. 00 H 

7. 784 1. 00 0. 00 H 

6. 999 1. 00 0. 00 N 

7. 546 1. 00 0. 00 C 
9. 069 1. 00 0. 00 C 
9. 748 1. 00 0. 00 0 
6. 972 1. 00 0. 00 C 
5. 695 1. 00 0. 00 C 
5. 976 1. 00 0. 00 C 

5. 797 1. 00 0. 00 N 
4. 612 1. 00 0. 00 C 

3. 498 1. 00 0. 00 N 

4. 538 1. 00 0. 00 N 

6. 434 1. 00 0. 00 H 

7. 260 1. 00 0. 00 H 

6. 760 1. 00 0. 00 H 

7. 709 1. 00 0. 00 H 

5. 028 1. 00 0. 00 H 
5. 227 1. 00 0. 00 H 

5. 300 1. 00 0. 00 H 

6. 994 1. 00 0. 00 H 
6. 603 1. 00 0. 00 H 
3. 546 1. 00 0. 00 H 
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2. 611 1. 00 0. 00 H 
5. 374 1. 00 0. 00 H 

3. 648 1. 00 0. 00 H 
9. 599 1. 00 0. 00 N 

11. 042 1. 00 0. 00 C 

11. 574 1. 00 0. 00 C 

12. 557 1. 00 0. 00 0 
11. 393 1. 00 0. 00 C 

11. 179 1. 00 0. 00 C 

9. 921 1. 00 0. 00 C 

12. 236 1. 00 0. 00 C 

9. 721 1. 00 0. 00 C 

12. 041 1. 00 0. 00 C 

10. 782 1. 00 0. 00 C 
9. 006 1. 00 0. 00 H 

11. 502 1. 00 0. 00 H 

10. 780 1. 00 0. 00 H 
12.433 1. 00 0.00 H 

9. 090 1. 00 0. 00 H 

13. 220 1. 00 0. 00 H 
8. 735 1. 00 0. 00 H 

12. 873 1. 00 0. 00 H 

10. 629 1. 00 0. 00 H 

10. 920 1. 00 0. 00 N 

11. 329 1. 00 0.00 C 

12. 766 1. 00 0. 00 C 

13. 099 1. 00 0. 00 0 
10. 384 1. 00 0. 00 C 
10. 143 1. 00 0. 00 H 
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f 142 

ALA A 94135. 069 -4. 361 

ALA A 94134. 071 -6. 665 

ALA A 94133. 579 -4. 974 

ALA A 94132. 897 -6. 034 

SERA 95134.426 -4.775 

SER A 95134. 082 -4. 987 

SERA 95132.642 -4.567 

SER A 95132.089 -3. 714 

SERA 95135.036 -4.205 

SERA 95136.145 -5.000 

SER A 95134. 568 -3. 861 

SER A 95134. 184 -6. 041 

SERA 95135:397 -3.335 

SERA 95134.509 -3.893 

SERA 95136.483 -5.467 

LEU A 96132. 039 -5. 172 

LEU A 96130. 663 -4. 861 

LEU A 96130. 285 -5. 533 

LEU A 96129. 953 -6. 718 

LEU A 96129. 704 -5. 307 

LEU A 96128. 495 -4. 395 

LEU A 96127. 882 -4. 636 

LEU A 96127. 462 -4. 613 

LEU A 96132.531 -5.845 

LEU A 96130. 586 -3. 792 

LEU A 96130. 258 -5. 361 

LEU A 96129.341 -6.295 

LEU A 96128. 817 -3. 364 

LEU A 96128.625 -5. 066 
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11.267 1.00 0. 00 H 

9. 802 1. 00 0. 00 H 

9. 722 1. 00 0. 00 H 

10. 956 1. 00 0. 00 H 

13.614 1.00 0. 00 N 

15.014 1.00 0.00 C 

15. 290 1. 00 0. 00 C 

14. 596 1. 00 0. 00 0 

15. 920 1. 00 0. 00 C 

16. 300 1. 00 0. 00 0 
13. 289 1. 00 0. 00 H 
15. 225 1. 00 0. 00 H 

15. 392 1. 00 0. 00 H 
16.809 1.00 0. 00 H 
15.533 1.00 0. 00 H 
16.308 1.00 0. 00 N 

16. 676 1. 00 0. 00 C 

17. 992 1. 00 0. 00 C 

18. 023 1. 00 0. 00 0 
15. 570 1.00 0. 00 C 

15. 355 1. 00 0. 00 C 

13. 984 1. 00 0. 00 C 

16. 450 1. 00 0. 00 C 
16. 825 1. 00 0. 00 H 
16. 797 1. 00 0. 00 H 

14. 644 1. 00 0. 00 H 

15. 812 1. 00 0. 00 H 
15. 399 1. 00 0. 00 H 
13. 328 1.00 0.00 H 



WO 2004/016781 PCT/JP2003/010288 

W 143 W 

ATOM 1414 2HD1 LEU A 96127.538 -3.698 13.573 1.00 0. 00 H 

ATOM 1415 3HD1 LED A 96127.048 -5.315 14.077 1.00 0. 00 H 

ATOM 1416 1HD2 LEU A 96127.130 -5.641 16.431 1.00 0. 00 H 

ATOM 1417 2HD2 LEU A 96126.618 -3.960 16.283 1.00 0. 00 H 

5 ATOM 1418 3HD2 LEU A 96127.903 -4.395 17.410 1.00 0. 00 H 

ATOM 1419 N GLN A 97130.339 -4.769 19.079 1.00 0. 00 N 

ATOM 1420 CA GLN A 97130.002 -5.290 20.398 1.00 0. 00 C 

ATOM 1421 C GLN A 97130.929 -6.442 20.781 1.00 0. 00 C 

ATOM 1422 0 GLN A 97131.595 -7.024 19.925 1. 00 0.00 0 

10 ATOM 1423 CB GLN A 97128.547 -5.759 20.427 1.00 0. 00 C 

ATOM 1424 CG GLN A 97127. 566 -4. 676 20. 847 1. 00 0. 00 C 

ATOM 1425 CD GLN A 97126.204 -4.841 20.203 1.00 0. 00 C 

ATOM 1426 0E1 GLN A 97126.054 -4.681 18.992 1.00 0.00 0 

ATOM 1427 NE2 GLN A 97125.201 -5.162 21.013 1.00 0. 00 N 

15 ATOM 1428 H GLN A 97130.611 -3.831 18.990 1.00 0. 00 H 

ATOM 1429 HA GLN A 97130.127 -4.490 21.112 1.00 0. 00 H 

ATOM 1430 1HB GLN A 97128.271 -6.100 19.441 1.00 0. 00 H 

ATOM 1431 2HB GLN A 97128.459 -6.583 21.121 1.00 0. 00 H 

ATOM 1432 1HG GLN A 97127.447 -4.713 21.920 1.00 0. 00 H 

20 ATOM 1433 2HG GLN A 97127.970 -3.714 20.564 1.00 0. 00 H 

ATOM 1434 1HE2 GLN A 97125,395 -5.274 21.967 1.00 0. 00 H 

ATOM 1435 2HE2 GLN A 97124.310 -5.275 20.622 1.00 0. 00 H 

ATOM 1436 N PROA 98130.983 -6.785 22.080 1.00 0. 00 N 

ATOM 1437 CA PROA 98131.833 -7.874 22.573 1.00 0. 00 C 

25 ATOM 1438 C PROA 98131.336 -9.245 22.127 1.00 0. 00 C 

ATOM 1439 0 PRO A 98130. 179 -9. 599 22. 350 1. 00 0. 00 0 

ATOM 1440 CB PROA 98131.737 -7.739 24.095 1.00 0. 00 C 

ATOM 1441 CG PROA 98130.430 -7.067 24.333 1.00 0. 00 C 

ATOM 1442 CD PROA 98130.221 -6.142 23.166 1.00 0. 00 C 



WO 2004/016781 PCT/JP2003/0 10288 

ATOM 1443 HA PROA 98132.859 -7.746 22.261 1.00 0. 00 H 

ATOM 1444 1HB PROA 98131.767 -8.720 24.548 1.00 0. 00 H 

ATOM 1445 2HB PRO A 98132. 560 -7. 142 24. 459 1. 00 0. 00 H 

ATOM 1446 1HG PRO A 98129. 641 -7. 804 24. 375 1. 00 0. 00 H 

5 ATOM 1447 2HG PRO A 98130. 469 -6. 504 25. 254 1. 00 0. 00 H 

ATOM 1448 1HD PROA 98129.171 -6.080 22.917 1.00 0. 00 H 

ATOM 1449 2HD PROA 98130.617 -5.162 23.386 1.00 0. 00 H 

ATOM 1450 N SERA 99132. 218 -10. 012 21. 495 1.00 0. 00 N 

ATOM 1451 CA SERA 39131.868 -11.344 21.017 1.00 0. 00 C 

10 ATOM 1452 C SERA 99132.957 -12.352 21.371 1.00 0. 00 C 

ATOM 1453 0 SERA 99132.687 -13.383 21.987 1.00 0.00 0 

ATOM 1454 CB SERA 99131.648 -11.324 19.503 1.00 0. 00 C 

ATOM 1455 OG SERA 99132.444 -10.328 18.884 1.00 0.00 0 

ATOM 1456 H SERA 99133.126 -9.673 21.346 1.00 0. 00 H 

15 ATOM 1457 HA SERA 99130.950 -11.639 21.502 1.00 0. 00 H 

ATOM 1458 1HB SERA 99131.914 -12.287 19.091 1.00 0. 00 H 

ATOM 1459 2HB SERA 99130.608 -11.119 19.296 1.00 0. 00 H 

ATOM 1460 HG SERA 99131.881 -9.611 18.582 1.00 0. 00 H 

ATOM 1461 N GLY A 100134. 190 -12. 047 20.978 1.00 0. 00 N 

20 ATOM 1462 CA GLY A 100135. 300 -12. 936 21.263 1.00 0. 00 C 

ATOM 1463 C GLY A 100135. 839 -12. 759 22.670 1.00 0. 00 C 

ATOM 1464 0 GLY A 100135. 168 -12. 182 23.525 1.00 0.00 0 

ATOM 1465 H GLY A 100134. 346 -1 1. 212 20.491 1.00 0. 00 H 

ATOM 1466 1HA GLY A 100134. 970 -13. 957 21.141 1.00 0. 00 H 

25 ATOM 1467 2HA GLY A 100136. 095 -12. 740 20.557 1.00 0. 00 H 

ATOM 1468 N PRO A 101 137. 062 -13. 248 22.942 1.00 0. 00 N 

ATOM 1469 CA PRO A 101 137. 680 -13. 133 24.267 1.00 .0. 00 C 

ATOM 1470 C PRO A 101138. 074 -11. 697 24.600 1.00 0. 00 C 

ATOM 1471 0 PRO A 101137. 812 -11. 210 25.698 1.00 0.00 0 
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AT0M15 OG SERA 2127.762 27.284 -13.059 1.00 0.00 0 

AT0M16 H SERA 2127.592 27.223 -9.846 1.00 0. 00 H 

AT0M17 HA SERA 2127.354 25.193 -11.805 1.00 0. 00 H 

ATOM 18 1HB SERA 2128.978 27.662 -11.466 1.00 0. 00 H 

5 ATOM 19 2HB SERA 2129.575 26.461 -12.613 1.00 0. 00 H 

AT0M20 HG SERA 2127.770 28.243 -13.087 1.00 0. 00 H 

AT0M21 N SERA 3130.228 25.217 -10.164 1.00 0. 00 N 

AT0M22 CA SERA 3131.338 24.374 -9.734 1.00 0. 00 C 

AT0M23 C SERA 3130.855 23.274 -8.795 1.00 0. 00 C 

10 AT0M24 0 SERA 3130.082 23.528 -7.871 1.00 0.00 0 

AT0M25 CB SERA 3132.408 25.220 -9.040 1.00 0. 00 C 

ATOM26 OG SERA 3132.727 26.369 -9.806 1.00 0.00 0 

ATOM27 H SERA 3130.237 26.171 -9.939 1.00 0. 00 H 

ATOM28 HA SERA 3131.767 23.918 -10.613 1.00 0. 00 H 

15 AT0M29 1HB SERA 3132.043 25.537 -8.075 1.00 0. 00 H 

AT0M30 2HB SERA 3133.302 24.629 -8.910 1.00 0. 00 H 

AT0M31 HG SERA 3132.091 27.063 -9.621 1.00 0. 00 H 

AT0M32 N GLY A 4131.315 22.051 -9.038 1.00 0. 00 N 

AT0M33 CA GLY A 4130.919 20.931 -8.206 1.00 0. 00 C 

20 AT0M34 C GLY A 4130.532 19.711 -9.020 1.00 0. 00 C 

AT0M35 0 GLY A 4129.678 19.791 -9.902 1.00 0.00 0 

AT0M36 H GLY A 4131.929 21.908 -9.789 1.00 0. 00 H 

AT0M37 1HA GLY A 4131.742 20.670 -7.557 1.00 0. 00 H 

AT0M38 2HA GLY A 4130.076 21.227 -7.599 1.00 0. 00 H 

25 AT0M39 N SERA 5131.165 18.580 -8.724 1.00 0. 00 N 

AT0M40 CA SERA 5130.883 17.339 -9.436 1.00 0. 00 C 

AT0M41 C SERA 5129.775 16.553 -8.741 1.00 0. 00 C 

AT0M42 0 SERA 5129.529 16.730 -7.548 1.00 0.00 0 

AT0M43 CB SERA 5132.147 16.483 -9.532 1.00 0. 00 C 
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AT0M44 OG SERA 5132.417 15.830 -8.304 1.00 0.00 0 

AT0M45 H SERA 5131.837 18.580 -8.011 1.00 0. 00 H 

AT0M46 HA SERA 5130.555 17.595 -10.432 1.00 0. 00 H 

AT0M47 1HB SERA 5132.015 15.736 -10.300 1.00 0. 00 H 

5 AT0M48 2HB SERA 5132.987 17.113 -9.784 1.00 0. 00 H 

AT0M49 HG SERA 5132.762 14.951 -8.477 1.00 0. 00 H 

AT0M50 N SERA 6129.109 15.685 -9.496 1.00 0. 00 N 

AT0M51 CA SERA 6128.028 14.872 -8.952 1.00 0. 00 C 

AT0M52 C SERA 6128.579 13.712 -8.129 1.00 0. 00 C 

10 AT0M53 0 SERA 6129.231 12.814 -8.662 1.00 0.00 0 

AT0M54 CB SER A 6127. 146 14. 337 -10. 081 1. 00 0. 00 C 

AT0M55 OG SERA 6126.755 15.378 -10.960 1.00 0.00 0 

AT0M56 H SERA 6129.352 15.588 -10.440 1.00 0. 00 H 

AT0M57 HA SERA 6127.431 15.502 -8.309 1.00 0. 00 H 

15 AT0M58 1HB SERA 6127.695 13.597 -10.644 1.00 0. 00 H 

AT0M59 2HB SERA 6126.260 13.885 -9.661 1.00 0. 00 H 

AT0M60 HG SERA 6127.535 15.778 -11.351 1.00 0. 00 H 

AT0M61 N GLY A 7128.313 13. 737 -6.827 1.00 0. 00 N 

AT0M62 CA GLY A 7128.790 12.683 -5.952 1.00 0. 00 C 

20 AT0M63 C GLY A 7127.664 11.816 -5.421 1.00 0. 00 C 

AT0M64 0 GLY A 7127.124 12.079 -4.346 1.00 0.00 0 

AT0M65 H GLY A 7127.788 14.478 -6.458 1.00 0. 00 H 

AT0M66 1HA GLY A 7129.481 12.060 -6.499 1.00 0. 00 H 

AT0M67 2HA GLY A 7129.308 13.130 -5.116 1.00 0. 00 H 

25 AT0M68 N LEU A 8127.309 10.783 -6.177 1.00 0. 00 N 

AT0M69 CA LEU A 8126.240 9.875 -5.777 1.00 0. 00 C 

AT0M70 C LEU A 8126. 566 9. 201 -4. 447 1. 00 0. 00 C 

AT0M71 0 LEU A 8125.679 8.948 -3.633 1.00 0.00 0 

AT0M72 CB LEU A 8126.012 8.815 -6.857 1.00 0. 00 C 
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8125.799 9.364 -8.267 1.00 0.00 C 

8126. 357 8.401 -9. 305 1. 00 0. 00 C 

8124. 323 9. 626 -8. 520 1. 00 0. 00 C 
8127.778 10.626 -7.023 1.00 0. 00 H 
8125.338 10.456 -5.659 1.00 0. 00 H 
8126. 869 8. 158 -6. 872 1. 00 0. 00 H 

8125. 141 8. 237 -6. 585 1. 00 0. 00 H 
8126.328 10.302 -8.366 1.00 0. 00 H 
8125.688 7.560 -9.412 1.00 0. 00 H 
8127.328 8.051 -8.985 1.00 0.00 H 
8126.453 8.909 -10.253 1.00 0. 00 H 
8124. 119 9. 548 -9. 578 1. 00 0. 00 H 
8124.069 10.618 -8.177 1.00 0. 00 H 
8123.731 8.897 -7.986 1.00 0. 00 H 
9127.846 8.913 -4.236 1.00 0.00 N 
9128.291 8.269 -3.007 1.00 0. 00 C 
9129. 810 8. 310 -2. 884 1. 00 0. 00 C 
9130.425 7.393 -2.339 1.00 0.00 0 

9127. 794 6. 833 -2. 955 1. 00 0. 00 C 

9128. 507 9. 141 -4. 924 1. 00 0. 00 H 
9127. 858 8. 805 -2. 175 1. 00 0. 00 H 
9128.506 6.225 -2.415 1.00 0. 00 H 
9127.686 6.452 -3.960 1.00 0. 00 H 
9126. 839 6. 800 -2. 452 1. 00 0. 00 H 

10130.412 9.381 -3.394 1.00 0.00 N 

10131.861 9.542 -3.341 1.00 0.00 C 

10132.281 10.879 -3.949 1.00 0. 00 C 

MET A 10132.849 10.924 -5.041 1.00 0.00 0 

A 10132.550 8.392 -4.080 1.00 0. 00 C 
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ATOM 102 CG MET A 10131.913 8.058 -5.419 1.00 0. 00 C 

ATOM 103 SD MET A 10132.616 6.579 -6.173 1.00 0. 00 S 

ATOM 104 CE MET A 10132.892 7.152 -7.847 1.00 0. 00 C 

ATOM 105 H MET A 10129.868 10.079 -3.816 1.00 0. 00 H 

5 ATOM 106 HA MET A 10132. 159 9. 522 -2. 304 1. 00 0. 00 H 

ATOM 107 1HB MET A 10133.582 8.658 -4.253 1.00 0. 00 H 

ATOM 108 2HB MET A 10132.515 7.509 -3.459 1.00 0. 00 H 

ATOM 109 1HG MET A 10130.855 7.900 -5.270 1.00 0. 00 H 

ATOM 110 2HG MET A 10132.060 8.892 -6.089 1.00 0. 00 H 

10 ATOM 111 1HE MET A 10133.578 7.985 -7.834 1.00 0. 00 H 

ATOM 112 2HE MET A 10131.954 7.464 -8.281 1.00 0. 00 H 

ATOM 113 3HE MET A 10133.312 6.350 -8.437 1.00 0. 00 H 

ATOM 114 N PROA 11132.008 11.991 -3.245 1.00 0. 00 N 

ATOM 115 CA PROA 11132.361 13.332 -3.719 1.00 0. 00 C 

15 ATOM 116 C PROA 11133.857 13.483 -3.993 1.00 0. 00 C 

ATOM 117 0 PROA 11134.251 14.000 -5.038 1.00 0.00 0 

ATOM 118 CB PROA 11131.929 14.253 -2.573 1.00 0. 00 C 

ATOM 119 CG PROA 11130.928 13.466 -1.798 1.00 0. 00 C 

ATOM 120 CD PROA 11131.334 12.027 -1.935 1.00 0. 00 C 

20 ATOM 121 HA PROA 11131.811 13.588 -4.613 1.00 0. 00 H 

ATOM 122 1HB PROA 11132.788 14.507 -1.969 1.00 0. 00 H 

ATOM 123 2HB PROA 11131.492 15.154 -2.979 1.00 0. 00 H 

ATOM 124 1HG PROA 11130.950 13.764 -0.761 1.00 0. 00 H 

ATOM 125 2HG PROA 11129.942 13.618 -2.212 1.00 0. 00 H 

25 ATOM 126 1HD PROA 11132.014 11.749 -1.144 1.00 0. 00 H 

ATOM 127 2HD PROA 11130.465 11.386 -1.931 1.00 0. 00 H 

ATOM 128 N PROA 12134.718 13.035 -3.058 1.00 0. 00 N 

ATOM 129 CA PROA 12136.168 13.131 -3.217 1.00 0. 00 C 

ATOM 130 C PROA 12136.731 12.015 -4.090 1.00 0. 00 C 
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ATOM 160 2HB ASN A 14136.797 6.751 0.102 1.00 0. 00 H 

ATOM 161 1HD2 ASN A 14139.032 6.682 -0.263 1.00 0. 00 H 

ATOM 162 2HD2 ASN A 14139. 977 8. 127 -0. 344 1. 00 0. 00 H 

ATOM 163 N SERA 15135.349 4.896 -1.747 1.00 0. 00 N 

5 ATOM 164 CA SERA 15134.257 3.933 -1.670 1.00 0. 00 C 

ATOM 165 C SERA 15133.351 4.234 -0.480 1.00 0. 00 C 

ATOM 166 0 SERA 15132.125 4.183 -0.592 1.00 0.00 0 

ATOM 167 CB SERA 15134.808 2.511 -1.559 1.00 0. 00 C 

ATOM 168 OG SERA 15133.762 1.569 -1.395 1.00 0.00 0 

10 ATOM 169 H SERA 15136.274 4.576 -1.683 1.00 0. 00 H 

ATOM 170 HA SERA 15133.678 4.015 -2.578 1.00 0. 00 H 

ATOM 171 1HB SERA 15135.357 2.269 -2.456 1.00 0. 00 H 

ATOM 172 2HB SERA 15135.469 2.450 -0.705 1.00 0. 00 H 

ATOM 173 HG SERA 15133.843 0.882 -2.061 1.00 0. 00 H 

15 ATOM 174 N HIS A 16133.961 4.548 0.657 1.00 0. 00 N 

ATOM 175 CA HIS A 16133.209 4.857 1.868 1.00 0. 00 C 

ATOM 176 C HIS A 16134.054 5.675 2.839 1.00 0. 00 C 

ATOM 177 0 HIS A 16133. 627 6.726 3.317 1.00 0.00 0 

ATOM 178 CB HIS A 16132.738 3.568 2.544 1.00 0. 00 C 

20 ATOM 179 CG HIS A 16131.347 3.167 2.163 1.00 0. 00 C 

ATOM 180 ND1 HIS A 16130.235 3.926 2.465 1.00 0. 00 N 

ATOM 181 CD2 HIS A 16130.889 2.079 1.500 1.00 0. 00 C 

ATOM 182 CE1 HIS A 16129.154 3.321 2.004 1.00 0. 00 C 

ATOM 183 NE2 HIS A 16129.523 2.200 1.414 1.00 0. 00 N 

25 ATOM 184 H HIS A 16134.940 4.572 0.684 1.00 0. 00 H 

ATOM 185 HA HIS A 16132.346 5.439 1.582 1.00 0. 00 H 

ATOM 186 1HB HIS A 16133.402 2.762 2.269 1.00 0. 00 H 

ATOM 187 2HB HIS A 16132.765 3.700 3.616 1.00 0. 00 H 

ATOM 188 HD1 HIS A 16130.238 4.780 2.945 1.00 0. 00 H 
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ATOM 189 HD2 HIS A 16131.487 1.267 1.110 1.00 0. 00 H 

ATOM 190 HE1 HIS A 16128.141 3.684 2.094 1.00 0. 00 H 

ATOM 191 HE2 HIS A 16128.912 1.519 1.063 1.00 0. 00 H 

ATOM 192 N GLY A 17135.256 5.187 3.127 1.00 0. 00 N 

5 ATOM 193 CA GLY A 17136.143 5.884 4.039 1.00 0. 00 C 

ATOM 194 C GLY A 17137.538 5.294 4.059 1.00 0. 00 C 

ATOM 195 0 GLY A 17138.056 4.942 5.119 1.00 0.00 0 

ATOM 196 H GLY A 17135.544 4.345 2.716 1.00 0. 00 H 

ATOM 197 1HA GLY A 17136.206 6.921 3.740 1.00 0. 00 H 

10 ATOM 198 2HA GLY A 17135.728 5.835 5.036 1.00 0. 00 H 

ATOM 199 N LEU A 18138.149 5.184 2.883 1.00 0. 00 N 

ATOM 200 CA LEU A 18139.492 4.631 2.770 1.00 0. 00 C 

ATOM 201 C LEU A 18140.541 5.657 3.188 1.00 0. 00 C 

ATOM 202 0 LEU A 18140.936 6.512 2.396 1.00 0.00 0 

15 ATOM 203 CB LEU A 18139.758 4.170 1.335 1.00 0. 00 C 

ATOM 204 CG LEU A 18138.859* 3.033 0.845 1.00 0. 00 C 

ATOM 205 CD 1 LEU A 18138.767 3.043 -0.673 1.00 0. 00 C 

ATOM 206 CD 2 LEU A 18139.378 1.691 1.341 1.00 0. 00 C 

ATOM 207 H LEU A 18137.684 5.482 2.074 1.00 0. 00 H 

20 ATOM 208 HA LEU A 18139.558 3.778 3.429 1.00 0. 00 H 

ATOM 209 1HB LEU A 18139.624 5.016 0.677 1.00 0. 00 H 

ATOM 210 2HB LEU A 18140.784 3.841 1.268 1.00 0. 00 H 

ATOM 211 HG LEU A 18137.863 3.174 1.239 1.00 0. 00 H 

ATOM 212 1HD1 LEU A 18139.705 3.382 -1. 088 1.00 0. 00 H 

25 ATOM 213 2HD1 LEU A 18137.975 3.707 -0.982 1.00 0. 00 H 

ATOM 214 3HD1 LEU A 18138.559 2.043 -1.028 1.00 0. 00 H 

ATOM 215 1HD2 LEU A 18139.928 1.837 2.260 1.00 0. 00 H 

ATOM 216 2HD2 LEU A 18140.029 1.260 0.596 1.00 0. 00 H 

ATOM 217 3HD2 LEU A 18138. 546 1. 028 1. 521 1. 00 0. 00 H 
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ATOM 218 N GLU A 19140.986 5.564 4.436 1.00 0. 00 N 

ATOM 219 CA GLU A 19141.989 6.485 4.959 1.00 0. 00 C 

ATOM 220 C GLU A 19143.037 5.739 5.779 1.00 0. 00 C 

ATOM 221 0 GLU A 19142.979 4.517 5.913 1.00 0.00 0 

5 ATOM 222 CB GLU A 19141.325 7.562 5.819 1.00 0. 00 C 

ATOM 223 CG GLU A 19140.463 7.001 6.937 1.00 0. 00 C 

ATOM 224 CD GLU A 19139. 402 7.979 7.402 1.00 0. 00 C 

ATOM 225 0E1 GLU A 19139.434 8.369 8.589 1.00 0.00 0 

ATOM 226 0E2 GLU A 19138.541 8.356 6.581 1.00 0.00 0 

10 ATOM 227 H GLU A 19140.633 4.861 5.019 1.00 0. 00 H 

ATOM 228 HA GLU A 19142.476 6.957 4.119 1.00 0. 00 H 

ATOM 229 1HB GLU A 19142.094 8.179 6.260 1.00 0. 00 H 

ATOM 230 2HB GLU A 19140.701 8.176 5.186 1.00 0. 00 H 

ATOM 231 1HG GLU A 19139.974 6.106 6.584 1.00 0. 00 H 

15 ATOM 232 2HG GLU A 19141.098 6.756 7.776 1.00 0. 00 H 

ATOM 233 N VAL A 20143.994 6.483 6.324 1.00 0. 00 N 

ATOM 234 CA VAL A 20145.055 5.891 7.131 1.00 0. 00 C 

ATOM 235 C VAL A 20144.481 5.136 8.326 1.00 0. 00 C 

ATOM 236 0 VAL A 20143.631 5.653 9.050 1.00 0.00 0 

20 ATOM 237 CB VAL A 20146.037 6.964 7.639 1.00 0. 00 C 

ATOM 238 CGI VAL A 20147. 209 6. 320 8. 365 1. 00 0. 00 C 

ATOM 239 CG2 VAL A 20146.525 7.828 6.485 1.00 0. 00 C 

ATOM 240 H VAL A 20143.987 7.452 6.181 1.00 0. 00 H 

ATOM 241 HA VAL A 20145.601 5.198 6.508 1.00 0. 00 H 

25 ATOM 242 HB VAL A 20145.515 7.600 8.339 1.00 0. 00 H 

ATOM 243 1HG1 VAL A 20148.077 6.958 8.284 1.00 0. 00 H 

ATOM 244 2HG1 VAL A 20147.425 5.361 7.919 1.00 0. 00 H 

ATOM 245 3HG1 VAL A 20146.957 6.185 9.406 1.00 0. 00 H 

ATOM 246 1HG2 VAL A 20145.737 8.499 6.179 1.00 0. 00 H 
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ATOM 247 2HG2 VAL A 20146.802 7.196 5.655 1.00 0. 00 H 

ATOM 248 3HG2 VAL A 20147.384 8.402 6.803 1.00 0. 00 H 

ATOM 249 N GLY A 21144.950 3.908 8.525 1.00 0. 00 N 

ATOM 250 CA GLY A 21144.472 3.102 9.631 1.00 0. 00 C 

5 ATOM 251 C GLY A 21143.364 2.152 9.221 1.00 0. 00 C 

ATOM 252 0 GLY A 21143.223 1.069 9.789 1.00 0.00 0 

ATOM 253 H GLY A 21145.627 3.547 7.913 1.00 0. 00 H 

ATOM 254 1HA GLY A 21145.296 2.526 10.025 1.00 0. 00 H 

ATOM 255 2HA GLY A 21144.102 3.757 10.406 1.00 0. 00 H 

10 ATOM 256 N SERA 22142.573 2.559 8.232 1.00 0. 00 N 

ATOM 257 CA SERA 22141.471 1.736 7.747 1.00 0. 00 C 

ATOM 258 C SERA 22141.972 0.673 6.775 1.00 0. 00 C 

ATOM 259 0 SERA 22142.811 0.948 5.916 1.00 0.00 0 

ATOM 260 CB SERA 22140.417 2.611 7.066 1.00 0. 00 C 

15 ATOM 261 OG SERA 22139.648 3.320 8.022 1.00 0.00 0 

ATOM 262 H SERA 22142.735 3.432 7.820 1.00 0. 00 H 

ATOM 263 HA SERA 22141.024 1.246 8.598 1.00 0. 00 H 

ATOM 264 1HB SERA 22140.907 3.322 6.417 1.00 0. 00 H 

ATOM 265 2HB SERA 22139.756 1.986 6.482 1.00 0. 00 H 

20 ATOM 266 HG SERA 22140.233 3.756 8.644 1.00 0. 00 H 

ATOM 267 N LEU A 23141.454 -0.542 6.915 1.00 0. 00 N 

ATOM 268 CA LEU A 23141.848 -1.647 6.049 1.00 0. 00 C 

ATOM 269 C LEU A 23141.271 -1.474 4.649 1.00 0. 00 C 

ATOM 270 0 LEU A 23140.212 -0.873 4.474 1.00 0.00 0 

25 ATOM 271 CB LEU A 23141.386 -2.979 6.644 1.00 0. 00 C 

ATOM 272 CG LEU A 23142.034 -3.354 7.977 1.00 0. 00 C 

ATOM 273 CD 1 LEU A 23141.095 -4.216 8.805 1.00 0. 00 C 

ATOM 274 CD2 LEU A 23143.354 -4.074 7.743 1.00 0. 00 C 

ATOM 275 H LEU A 23140.789 -0.700 7.620 1.00 0. 00 H 
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ATOM 276 HA LEU A 23142.926 -1.648 5.984 1.00 0. 00 H 

ATOM 277 1HB LEU A 23140.316 -2.931 6.788 1.00 0. 00 H 

ATOM 278 2HB LEU A 23141.602 -3.761 5.932 1.00 0. 00 H 

ATOM 279 HG LEU A 23142.239 -2.452 8.537 1.00 0. 00 H 

5 ATOM 280 1HD1 LEU A 23140.088 -3.834 8.720 1.00 0. 00 H 

ATOM 281 2HD1 LEU A 23141.402 -4.193 9.840 1.00 0. 00 H 

ATOM 282 3HD1 LEU A 23141.125 -5.232 8.442 1.00 0. 00 H 

ATOM 283 1HD2 LEU A 23143.989 -3.950 8.607 1.00 0. 00 H 

ATOM 284 2HD2 LEU A 23143.843 -3.657 6.874 1.00 0. 00 H 

10 ATOM 285 3HD2 LEU A 23143.167 -5.125 7.581 1.00 0. 00 H 

ATOM 286 N ALA A 24141. 975 -2. 007 3. 654 1. 00 0. 00 N 

ATOM 287 CA ALA A 24141.532 -1.911 2.269 1.00 0. 00 C 

ATOM 288 C ALA A 24142.129 -3.030 1.423 1.00 0. 00 C 

ATOM 289 0 ALA A 24142. 995 -3. 774 1. 883 1. 00 0. 00 0 

15 ATOM 290 CB ALA A 24141. 902 -0. 554 1. 689 1. 00 0. 00 C 

ATOM 291 H ALA A 24142.811 -2.474 3.858 1.00 0. 00 H 

ATOM 292 HA ALA A 24140.455 -1.999 2.256 1.00 0. 00 H 

ATOM 293 1HB ALA A 24142. 966 -0. 395 1. 797 1. 00 0. 00 H 

ATOM 294 2HB ALA A 24141.367 0.221 2.216 1.00 0. 00 H 

20 ATOM 295 3HB ALA A 24141. 638 -0. 525 0. 642 1. 00 0. 00 H 

ATOM 296 N GLU A 25141.660 -3.144 0.185 1.00 0. 00 N 

ATOM 297 CA GLU A 25142.147 -4.174 -0.726 1.00 0. 00 C 

ATOM 298 C GLU A 25142.482 -3.580 -2.090 1.00 0. 00 C 

ATOM 299 0 GLU A 25141.969 -2.524 -2.461 1.00 0.00 0 

25 ATOM 300 CB GLU A 25141.105 -5.282 -0.880 1.00 0. 00 C 

ATOM 301 CG GLU A 25141.622 -6.505 -1.622 1.00 0. 00 C 

ATOM 302 CD GLU A 25140.539 -7.537 -1.869 1.00 0. 00 C 

ATOM 303 0E1 GLU A 25139.448 -7.152 -2.336 1.00 0.00 0 

ATOM 304 0E2 GLU A 25140.785 -8.732 -1.597 1.00 0.00 0 
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ATOM 305 H GLU A 25140.969 -2.522 -0.124 1.00 0. 00 H 

ATOM 306 HA GLU A 25143.047 -4.594 -0.299 1.00 0. 00 H 

ATOM 307 1HB GLU A 25140. 778 -5. 594 0. 100 1. 00 0. 00 H 

ATOM 308 2HB GLU A 25140.258 -4.890 -1.424 1.00 0. 00 H 

5 ATOM 309 1HG GLU A 25142.022 -6.190 -2.575 1.00 0. 00 H 

ATOM 310 2HG GLU A 25142.407 -6.960 -1.035 1.00 0. 00 H 

ATOM 311 N VAL A 26143.346 -4.266 -2.833 1.00 0. 00 N 

ATOM 312 CA VAL A 26143.749 -3.806 -4.157 1.00 0. 00 C 

ATOM 313 C VAL A 26143.397 -4.834 -5.227 1.00 0. 00 C 

10 ATOM 314 0 VAL A 26143.403 -6.038 -4.971 1.00 0.00 0 

ATOM 315 CB VAL A 26145.261 -3.520 -4.216 1.00 0. 00 C 

ATOM 316 CGI VAL A 26145.630 -2.857 -5.534 1.00 0. 00 C 

ATOM 317 CG2 VAL A 26145.688 -2.657 -3.038 1.00 0. 00 C 

ATOM 318 H VAL A 26143.721 -5.100 -2.482 1.00 0. 00 H 

15 ATOM 319 HA VAL A 26143.221 -2.886 -4.366 1.00 0. 00 H 

ATOM 320 HB VAL A 26145.788 -4.461 -4.153 1.00 0. 00 H 

ATOM 321 1HG1 VAL A 26144.767 -2.343 -5.931 1.00 0. 00 H 

ATOM 322 2HG1 VAL A 26145.957 -3.609 -6.236 1.00 0. 00 H 

ATOM 323 3HG1 VAL A 26146.427 -2.146 -5.370 1.00 0. 00 H 

20 ATOM 324 1HG2 VAL A 26145.118 -1.739 -3.039 1.00 0. 00 H 

ATOM 325 2HG2 VAL A 26146.740 -2.427 -3.122 1.00 0. 00 H 

ATOM 326 3HG2 VAL A 26145.508 -3.190 -2.117 1.00 0. 00 H 

ATOM 327 N LYS A 27143.090 -4.350 -6.425 1.00 0. 00 N 

ATOM 328 CA LYS A 27142.735 -5.226 -7.536 1.00 0. 00 C 

25 ATOM 329 C LYS A 27143.971 -5.609 -8.343 1.00 0. 00 C 

ATOM 330 0 LYS A 27144.276 -4.991 -9.362 1.00 0.00 0 

ATOM 331 CB LYS A 27141.708 -4.544 -8.443 1.00 0. 00 C 

ATOM 332 CG LYS A 27140.274 -4.963 -8.160 1.00 0. 00 C 

ATOM 333 CD LYS A 27139.289 -4.199 -9.032 1.00 0. 00 C 



WO 2004/016781 PCT/JP2003/010288 

W 158 W 

ATOM 334 CE LYS A 27138.175 -5.101 -9.536 1.00 0. 00 C 

ATOM 335 NZ LYS A 27138.653 -6.038 -10.591 1.00 0. 00 N 

ATOM 336 H LYS A 27143.103 -3.380 -6.567 1.00 0. 00 H 

ATOM 337 HA LYS A 27142.297 -6.123 -7.123 1.00 0. 00 H 

5 ATOM 338 1HB LYS A 27141.781 -3.475 -8.309 1.00 0. 00 H 

ATOM 339 2HB LYS A 27141.934 -4.786 -9.470 1.00 0. 00 H 

ATOM 340 1HG LYS A 27140.171 -6.019 -8.360 1.00 0. 00 H 

ATOM 341 2HG LYS A 27140.050 -4.766 -7.122 1.00 0. 00 H 

ATOM 342 1HD LYS A 27138.855 -3.399 -8.451 1.00 0. 00 H 

10 ATOM 343 2HD LYS A 27139.818 -3.785 -9.879 1.00 0. 00 H 

ATOM 344 1HE LYS A 27137.790 -5.675 -8.707 1.00 0. 00 H 

ATOM 345 2HE LYS A 27137.388 -4.486 -9.945 1.00 0. 00 H 

ATOM 346 1HZ LYS A 27139.312 -5.550 -11.231 1.00 0. 00 H 

ATOM 347 2HZ LYS A 27137.849 -6.394 -11.145 1.00 0. 00 H 

15 ATOM 348 3HZ LYS A 27139.145 -6.845 -10.156 1.00 0. 00 H 

ATOM 349 N GLU A 28144.679 -6.635 -7.880 1.00 0. 00 N 

ATOM 350 CA GLU A 28145.883 -7.101 -8.559 1.00 0. 00 C 

ATOM 351 C GLU A 28145.850 -8.615 -8.743 1.00 0. 00 C 

ATOM 352 0 GLU A 28144.881 -9.276 -8.371 1.00 0.00 0 

20 ATOM 353 CB GLU A 28147.129 -6.694 -7.770 1.00 0. 00 C 

ATOM 354 CG GLU A 28148.209 -6.054 -8.627 1.00 0. 00 C 

ATOM 355 CD GLU A 28147.852 -4.643 -9.054 1.00 0. 00 C 

ATOM 356 OEl GLU A 28147.828 -4.382 -10.276 1.00 0.00 0 

ATOM 357 0E2 GLU A 28147. 598 -3. 801 -8. 168 1. 00 0. 00 0 

25 ATOM 358 H GLU A 28144.386 -7.089 -7.063 1.00 0. 00 H 

ATOM 359 HA GLU A 28145.915 -6.634 -9.532 1.00 0. 00 H 

ATOM 360 1HB GLU A 28146.842 -5.989 -7.005 1.00 0. 00 H 

ATOM 361 2HB GLU A 28147.548 -7.573 -7.299 1.00 0. 00 H 

ATOM 362 1HG GLU A 28149.127 -6.021 -8.060 1.00 0. 00 H 
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-10. 083 
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385 


HA 


PRO A 


30148. Oil 


-12. 810 
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1HB 


PRO A 


30149. 593 


-11. 340 


25 


ATOM 


387 


2HB 


PRO A 


30150. 223 


-12. 167 
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PRO A 


30150. 890 
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-9. 511 1. 00 0.00 H 

-9.319 1.00 0. 00 N 

-9. 551 1. 00 0. 00 C 

-8. 230 1. 00 0. 00 C 

-7. 987 1. 00 0. 00 0 

10. 354 1. 00 0. 00 C 

11. 838 1. 00 0. 00 C 

12. 367 1. 00 0. 00 0 
12.519 1.00 0. 00 N 
-9. 594 1. 00 0. 00 H 
10. 121 1. 00 0. 00 H 
10. 214 1. 00 0. 00 H 
-9. 998 1. 00 0. 00 H 
12.031 1.00 0. 00 H 

13. 480 1. 00 0. 00 H 
-7. 356 1. 00 0. 00 N 
-6. 056 1. 00 0. 00 C 
-5. 038 1. 00 0. 00 C 
-4. 573 1. 00 0. 00 0 
-5. 625 1. 00 0. 00 C 
-6. 263 1. 00 0. 00 C 
-7. 567 1. 00 0. 00 C 
-6. 147 1. 00 0. 00 H 
-4. 546 1. 00 0. 00 H 
-5. 977 1. 00 0. 00 H 
-5. 626 1. 00 0. 00 H 
-6. 444 1. 00 0. 00 H 
-7. 757 1. 00 0. 00 H 
-8. 377 1. 00 0. 00 H 
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ATOM 392 N PROA 31146.100 -12.014 -4.676 1.00 0. 00 N 

ATOM 393 CA PRO A 31145.077 -11.606 -3.707 1.00 0. 00 C 

ATOM 394 C PROA 31145.637 -11.476 -2.293 1.00 0. 00 C 

ATOM 395 0 PROA 31145.647 -12.440 -1.529 1.00 0.00 0 

5 ATOM 396 CB PRO A 31144.050 -12.738 -3.773 1.00 0. 00 C 

ATOM 397 CG PROA 31144.818 -13.920 -4.250 1.00 0. 00 C 

ATOM 398 CD PROA 31145.872 -13.382 -5.177 1.00 0. 00 C 

ATOM 399 HA PROA 31144.611 -10.675 -3.994 1.00 0. 00 H 

ATOM 400 1HB PROA 31143.633 -12.906 -2.791 1.00 0. 00 H 

10 ATOM 401 2HB PROA 31143.263 -12.474 -4.464 1.00 0. 00 H 

ATOM 402 1HG PROA 31145.278 -14.423 -3.411 1.00 0. 00 H 

ATOM 403 2HG PROA 31144.163 -14.596 -4.779 1.00 0. 00 H 

ATOM 404 1HD PROA 31146.773 -13.973 -5.109 1.00 0. 00 H 

ATOM 405 2HD PROA 31145.507 -13.363 -6.193 1.00 0. 00 H 

15 ATOM 406 N PHE A 32146.101 -10.278 -1.955 1.00 0. 00 N 

ATOM 407 CA PHE A 32146.662 -10.020 -0.634 1.00 0. 00 C 

ATOM 408 C PHE A 32145.773 -9.069 0.160 1.00 0. 00 C 

ATOM 409 0 PHE A 32144.803 -8.524 -0.368 1.00 0.00 0 

ATOM 410 CB PHE A 32148.070 -9.434 -0.760 1.00 0. 00 C 

20 ATOM 411 CG PHE A 32148.162 -8.301 -1.742 1.00 0. 00 C 

ATOM 412 CD 1 PHE A 32148.899 -8.435 -2.907 1.00 0. 00 C 

ATOM 413 CD2 PHE A 32147.511 -7.102 -1.499 1.00 0. 00 C 

ATOM 414 CE1 PHE A 32148.985 -7.394 -3.813 1.00 0. 00 C 

ATOM 415 CE2 PHE A 32147.593 -6.057 -2.400 1.00 0. 00 C 

25 ATOM 416 CZ PHE A 32148.331 -6.203 -3.558 1.00 0. 00 C 

ATOM 417 H PHE A 32146.065 -9.548 -2.609 1.00 0. 00 H 

ATOM 418 HA PHE A 32146.721 -10.962 -0.109 1.00 0. 00 H 

ATOM 419 1HB PHE A 32148.386 -9.064 0.204 1.00 0. 00 H 

ATOM 420 2HB PHE A 32148.748 -10.211 -1.083 1.00 0. 00 H 
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421 HD1 PHE A 32149.409 -9.365 -3.107 1.00 0. 00 H 

422 HD2 PHE A 32146.933 -6.987 -0.593 1.00 0. 00 H 

423 HE1 PHE A 32149.563 -7.510 -4.717 1.00 0. 00 H 

424 HE2 PHE A 32147.082 -5.128 -2.199 1.00 0. 00 H 

425 HZ PHE A 32148.397 -5.389 -4.264 1.00 0. 00 H 

426 N TYR A 33146.109 -8.875 1.431 1.00 0. 00 N 

427 CA TYR A 33145.340 -7.989 2.298 1.00 0. 00 C 

428 C TYR A 33146.263 -7.088 3.112 1.00 0. 00 C 

429 0 TYR A 33147. 282 -7. 538 3. 635 1. 00 0. 00 0 

430 CB TYR A 33144. 448 -8. 807 3. 236 1. 00 0. 00 C 

431 CG TYR A 33143.132 -9.218 2.616 1.00 0. 00 C 

432 CD1 TYR A 33142. 336 -8. 293 1. 954 1. 00 0. 00 C 

433 CD2 TYR A 33142.687 -10.531 2.692 1.00 0. 00 C 

434 CE1 TYR A 33141. 131 -8. 664 1. 386 1. 00 0. 00 C 

435 CE2 TYR A 33141.485 -10.911 2.126 1.00 0. 00 C 

436 CZ TYR A 33140.711 -9.974 1.474 1.00 0. 00 C 

437 OH TYR A 33139. 514 -10. 348 0. 910 1. 00 0. 00 0 

438 H TYR A 33146. 892 -9. 337 1. 795 1. 00 0. 00 H 

439 HA TYR A 33144.715 -7.371 1.670 1.00 0. 00 H 

440 1HB TYR A 33144.972 -9.705 3.527 1.00 0. 00 H 

441 2HB TYR A 33144.233 -8.221 4.117 1.00 0. 00 H 

442 HD1 TYR A 33142.667 -7.267 1.885 1.00 0. 00 H 

443 HD2 TYR A 33143.295 -11.264 3.203 1.00 0. 00 H 

444 HE 1 TYR A 33140.527 -7.930 0.875 1.00 0. 00 H 

445 HE2 TYR A 33141.156 -11.937 2.196 1.00 0. 00 H 

446 HH TYR A 33139.057 -10.955 1.498 1.00 0. 00 H 

447 N GLY A 34145.899 -5.814 3.214 1.00 0. 00 N 

448 CA GLY A 34146.705 -4.871 3.966 1.00 0. 00 C 

449 C GLY A 34145. 905 -3. 675 4. 442 1. 00 0. 00 C 
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ATOM 450 0 GLY A 34144.740 -3.513 4.077 1.00 0.00 0 

ATOM 451 H GLY A 34145.075 -5.513 2.776 1.00 0. 00 H 

ATOM 452 1HA GLY A 34147. 123 -5. 375 4. 825 1. 00 0. 00 H 

ATOM 453 2HA GLY A 34147.511 -4.524 3.338 1.00 0. 00 H 

5 ATOM 454 N VAL A 35146.531 -2.835 5.261 1.00 0. 00 N 

ATOM 455 CA VAL A 35145.870 -1.647 5.789 1.00 0. 00 C 

ATOM 456 C VAL A 35146.552 -0.375 5.292 1.00 0. 00 C 

ATOM 457 0 VAL A 35147.766 -0.345 5.095 1.00 0.00 0 

ATOM 458 CB VAL A 35145.861 -1.649 7.330 1.00 0. 00 C 

10 ATOM 459 CGI VAL A 35147.281 -1.641 7.878 1.00 0. 00 C 

ATOM 460 CG2 VAL A 35145.069 -0.464 7.864 1.00 0. 00 C 

ATOM 461 H VAL A 35147.459 -3.018 5.515 1.00 0. 00 H 

ATOM 462 HA VAL A 35144.846 -1.653 5.443 1.00 0. 00 H 

ATOM 463 HB VAL A 35145.378 -2.556 7.665 1.00 0. 00 H 

15 ATOM 464 1HG1 VAL A 35147.861 -0.890 7.361 1.00 0. 00 H 

ATOM 465 2HG1 VAL A 35147.730 -2.611 7.726 1.00 0. 00 H 

ATOM . 466 3HG1 VAL A 35147.259 -1.415 8.934 1.00 0. 00 H 

ATOM 467 1HG2 VAL A 35144.397 -0.107 7.098 1.00 0. 00 H 

ATOM 468 2HG2 VAL A 35145.749 0.326 8.144 1.00 0. 00 H 

20 ATOM 469 3HG2 VAL A 35144.500 -0.772 8.729 1.00 0. 00 H 

ATOM 470 N ILEA 36145.761 0.675 5.093 1.00 0. 00 N 

ATOM 471 CA ILEA 36146.289 1.949 4.620 1.00 0. 00 C 

ATOM 472 C ILEA 36147.261 2.548 5.632 1.00 0. 00 C 

ATOM 473 0 ILE A 36147. 108 2. 361 6. 840 1. 00 0. 00 0 

25 ATOM 474 CB ILEA 36145.160 2.962 4.345 1.00 0. 00 C 

ATOM 475 CGI ILE A 36144.100 2.342 3.431 1.00 0. 00 C 

ATOM 476 CG2 ILE A 36145.726 4.232 3.724 1.00 0. 00 C 

ATOM 477 CD1 ILE A 36142. 962 3. 283 3. 101 1. 00 0. 00 C 

ATOM 478 H ILEA 36144.801 0.591 5.268 1.00 0. 00 H 
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ATOM 479 HA ILEA 36146.816 1.768 3.695 1.00 0. 00 H 

ATOM 480 HB ILEA 36144.704 3.224 5.288 1.00 0. 00 H 

ATOM 481 1HG1 ILE A 36144.564 2.046 2.502 1.00 0. 00 H 

ATOM 482 2HG1 ILE A 36143.683 1.472 3.913 1.00 0. 00 H 

5 ATOM 483 1HG2 ILE A 36146.440 4.677 4.402 1.00 0. 00 H 

ATOM 484 2HG2 ILE A 36144.923 4.930 3.538 1.00 0. 00 H 

ATOM 485 3HG2 ILE A 36146.216 3.989 2.794 1.00 0. 00 H 

ATOM 486 1HD1 ILE A 36143.360 4.209 2.712 1.00 0. 00 H 

ATOM 487 2HD1 ILE A 36142.390 3.485 3.995 1.00 0. 00 H 

10 ATOM 488 3HD1 ILE A 36142.321 2.827 2.360 1.00 0. 00 H 

ATOM 489 N ARG A 37148.260 3.266 5.132 1.00 0. 00 N 

ATOM 490 CA ARG A 37149.257 3.890 5. 993 1.00 0. 00 C 

ATOM 491 C ARG A 37149.449 5.360 5.629 1.00 0. 00 C 

ATOM 492 0 ARG A 37149.125 6.251 6.413 1.00 0.00 0 

15 ATOM 493 CB ARG A 37150.590 3.149 5.885 1. 00 0. 00 C 

ATOM 494 CG ARG A 37150.463 1.645 6.063 1.00 0. 00 C 

ATOM 495 CD ARG A 37150.492 1.254 7.532 1.00 0. 00 C 

ATOM 496 NE ARG A 37149.280 1.671 8.234 1.00 0. 00 N 

ATOM 497 CZ ARG A 37149.190 1.779 9.558 1.00 0. 00 C 

20 ATOM 498 NH1 ARG A 37150.236 1.502 10.326 1.00 0. 00 N 

ATOM 499 NH2 ARG A 37148.049 2.166 10.114 1.00 0. 00 N 

ATOM 500 H ARG A 37148.330 3.378 4.161 1.00 0. 00 H 

ATOM 501 HA ARG A 37148.903 3.828 7.011 1.00 0. 00 H 

ATOM 502 1HB ARG A 37151.018 3.340 4.912 1.00 0. 00 H 

25 ATOM 503 2HB ARG A 37151.261 3.524 6.644 1.00 0. 00 H 

ATOM 504 1HG ARG A 37149.529 1.318 5.633 1.00 0. 00 H 

ATOM 505 2HG ARG A 37151.286 1.161 5.556 1.00 0. 00 H 

ATOM 506 1HD ARG A 37150.587 0.181 7.604 1. 00 0. 00 H 

ATOM 507 2HD ARG A 37151.345 1.722 7.999 1.00 0. 00 H 



WO 2004/016781 PCT/JP2003/010288 

. W 164 W 

ATOM 508 HE ARG A 37148.493 1.881 7.691 1.00 0. 00 H 

ATOM 509 1HH1 ARG A 37151.098 1.209 9.913 1.00 0. 00 H 

ATOM 510 2HH1 ARG A 37150.161 1.585 11.320 1.00 0. 00 H 

ATOM 511 1HH2 ARG A 37147.259 2.376 9.540 1.00 0. 00 H 

5 ATOM 512 2HH2 ARG A 37147.982 2.247 11.108 1.00 0. 00 H 

ATOM 513 N TRP A 38149.977 5.605 4.434 1.00 0. 00 N 

ATOM 514 CA TRP A 38150.210 6.967 3.968 1.00 0. 00 C 

ATOM 515 C TRP A 38149.461 7.233 2.665 1.00 0. 00 C 

ATOM 516 0 TRP A 38149.556 6.459 1.712 1.00 0.00 0 

10 ATOM 517 CB TRP A 38151.709 7.216 3.772 1.00 0. 00 C 

ATOM 518 CG TRP A 38152.013 8.486 3.032 1.00 0. 00 C 

ATOM 519 CD 1 TRP A 38152.250 9.716 3.576 1.00 0. 00 C 

ATOM 520 CD2 TRP A 38152.100 8.650 1.612 1.00 0. 00 C 

ATOM 521 NE1 TRP A 38152.480 10.635 2.580 1.00 0. 00 N 

15 ATOM 522 CE2 TRP A 38152.395 10.004 1.365 1.00 0. 00 C 

ATOM 523 CE3 TRP A 38151.959 7.782 0.525 1.00 0. 00 C 

ATOM 524 CZ2 TRP A 38152.550 10.509 0.076 1.00 0. 00 C 

ATOM 525 CZ3 TRP A 38152.114 8.285 -0.753 1.00 0. 00 C 

ATOM 526 CH2 TRP A 38152. 406 9. 637 -0. 968 1. 00 0. 00 C 

20 ATOM 527 H TRP A 38150.215 4.852 3.852 1.00 0. 00 H 

ATOM 528 HA TRP A 38149. 839 7. 642 4. 724 1. 00 0. 00 H 

ATOM 529 1HB TRP A 38152. 188 7. 272 4. 739 1. 00 0. 00 H 

ATOM 530 2HB TRP A 38152.134 6.395 3.212 1.00 0. 00 H 

ATOM 531 HD1 TRP A 38152.253 9.922 4.636 1.00 0. 00 H 

25 ATOM 532 HE 1 TRP A 38152. 676 11.585 2.716 1.00 0. 00 H 

ATOM 533 HE3 TRP A 38151.734 6.737 0.672 1.00 0. 00 H 

ATOM 534 HZ 2 TRP A 38152.772 11.549 -0.107 1.00 0. 00 H 

ATOM 535 HZ3 TRP A 38152. 009 7. 629 -1. 604 1. 00 0. 00 H 

ATOM 536 HH2 TRP A 38152.519 9.986 -1.984 1.00 0. 00 H 
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3. 661 1. 00 0. 00 0 

4. 899 1. 00 0. 00 C 
4. 785 1. 00 0. 00 C 
•4. 770 1. 00 0. 00 C 
•3. 770 1. 00 0. 00 0 
-5. 884 1. 00 0. 00 N 
-2. 117 1. 00 0. 00 H 
•4. 405 1. 00 0. 00 H 
-4.618 1.00 0. 00 H 
-5. 927 1. 00 0. 00 H 
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-4. 440 1. 00 0. 00 C 
-5. 326 1. 00 0. 00 C 
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-3. 448 1. 00 0. 00 H 
-6. 081 1. 00 0. 00 H 
-4. 526 1. 00 0. 00 H 
-5. 499 1. 00 0. 00 H 
-3. 765 1. 00 0. 00 H 
-5. 857 1. 00 0. 00 H 
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-5. 121 1. 00 0. 00 N 
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3157. 024 15. 037 -5. 905 1. 00 0. 00 C 

3157. 402 14. 663 -7. 333 1. 00 0. 00 C 
3158.567 14.392 -7.627 1.00 0.00 0 

3158. 249 15. 545 -5. 146 . 1. 00 0. 00 C 
3158. 788 14. 344 -4.449 1. 00 0. 00 C 
3157. 597 13. 489 -4. 110 1. 00 0. 00 C 
3156.264 15.804 -5.924 1.00 0. 00 H 
3158.965 15.950 -5.847 1.00 0. 00 H 
3157. 951 16. 307 -4.443 1. 00 0. 00 H 
3159.457 13.808 -5. 107 1.00 0.00 H 
3159.304 14.642 -3.549 1.00 0. 00 H 
3157.847 12.442 -4.196 1.00 0. 00 H 
3157. 244 13. 713 -3. 114 1. 00 0. 00 H 
4156.412 14.650 -8.219 1.00 0. 00 N 

4156. 666 14. 309 -9. 605 1. 00 0. 00 C 
4155.424 13.817 -10.320 1.00 0. 00 C 
4155.089 14.302 -11.401 1.00 0. 00 0 
4155.503 14.876 -7.929 1.00 0. 00 H 
4157.039 15.183 -10.117 1.00 0. 00 H 

4157. 418 13. 535 -9. 641 1. 00 0. 00 H 
5154. 738 12. 852 -9. 716 1. 00 0. 00 N 
5153.525 12.298 -10.306 1.00 0. 00 C 
5152. 337 12.469 -9.368 1.00 0.00 C 

5152. 290 11. 867 -8. 297 1. 00 0. 00 0 

5153. 722 10.815 -10.630 1.00 0. 00 C 

5154. 338 9.984 -9.503 1.00 0. 00 C 
5154.029 8.505 -9.697 1.00 0. 00 C 

5155. 842 10.216 -9.432 1.00 0. 00 C 
5155. 053 12.507 -8.852 1.00 0. 00 H 





ATOM 


595 


CA 


PRO A 




ATOM 


596 


c 


PRO A 




ATOM 


597 


0 


PRO A 




ATOM 


598 


CB 


PRO A 

1 l\v il 


5 


ATOM 


599 

V %J \J 


CG 


PRO A 




ATOM 


600 


CD 

\J xt 


PRO A 

1 IV V/ I L 




ATOM 


601 


HA 

nil 


PRO A 

X IV \J A 




ATOM 


602 


1HB 

1 11 u 


PRO A 

i iv v/ n 




ATOM 

n x uiu 


603 

u u u 


2HB 

Lt 11U 


PRO A 

X IV W IX 


10 

X V/ 


ATOM 

il X V/lll 


604 


1HG 

X 11 VJ 


PRO A 

X XV \J ix 




ATOM 

il A W III 


605 

\J \J u 


u llVJ 


PRO A 

X IV w ix 




ATOM 


606 


1HD 
i hi/ 


PRO A 

X IV \J ■ fx 




ATOM 


607 


2HD 


PRO A 

X x\\J XI 




ATOM 

A X VJiU 


608 


N 

ll 


GTY A 


15 


ATOM 

A X w 111 


609 

U VJ *7 


CA 


GTY A 

UXj X il 




ATOM 

ii. X yJ i"l 


610 


r 

\j 


GTY A 

VJJLj X ix 




ATOM 

rx x v/iu 


611 


n 

u 


GTY A 

VJ Xj 1 il 




ATOM 

A X V/1U 


612 

U 1 u 


ii 


•GTY A 

VJLf X A 




ATOM 

il X V/1T1 


613 


1HA 
i li/i 


GT.Y A 

VJXv X IX 


20 


ATOM 

rx x v/iu 


614 

Ull 


2HA 

£Jl Ail 


GTY A 

VJIj X IX 




ATOM 

111 v/lU 


615 


N 
ii 


TFTI A 

XjXjKJ IX 




ATOM 

I I X v/lU. 


616 


CA 


LFTI A 




ATOM 

ill V ill 


617 

Mil 


c 


LEU A 

XjXj U A 




ATOM 


618 


o 


LEU A 

XjXj U il 


25 


ATOM 


619 


CB 


LEU A 

XjLjKJ A 




A1UM 


oZO 


CG 


T T?TT A 

LEU A 




ATOM 


621 


CDl 


LEU A 




ATOM 


622 


CD 2 


LEU A 




ATOM 


623 


H 


LEU A 



WO 2004/016781 PCT/JP2003/010288 

W 168 

ATOM 624 HA LEU A 45153.326 12.833 -11.222 1.00 0. 00 H 

ATOM 625 1HB LEU A 45152.760 10.391 -10.877 1.00 0. 00 H 

ATOM 626 2HB LEU A 45154.364 10.739 -11.495 1.00 0. 00 H 

ATOM 627 HG LEU A 45153.907 10.292 -8.561 1.00 0. 00 H 

5 ATOM 628 1HD1 LEU A 45153.531 8.361 -10.644 1.00 0. 00 H 

ATOM 629 2HD1 LEU A 45153.386 8.164 -8.898 1.00 0. 00 H 

ATOM 630 3HD1 LEU A 45154.949 7.939 -9.684 1.00 0. 00 H 

ATOM 631 1HD2 LEU A 45156.072 10.818 -8.566 1.00 0. 00 H 

ATOM 632 2HD2 LEU A 45156.170 10.728 -10.324 1.00 0. 00 H 

10 ATOM 633 3HD2 LEU A 45156.351 9.266 -9.355 1.00 0. 00 H 

ATOM 634 N ASN A 46151.375 13.292 -9.776 1.00 0. 00 N 

ATOM 635 CA ASN A 46150.192 13.528 -8.962 1.00 0. 00 C 

ATOM 636 C ASN A 46149.268 12.316 -9.000 1.00 0. 00 C ' 

ATOM 637 0 ASN A 46148.624 12.044 -10.013 1.00 0.00 0 

15 ATOM 638 CB ASN A 46149.446 14.769 -9.454 1.00 0. 00 C 

ATOM 639 CG ASN A 46148.709 15.484 -8.339 1.00 0. 00 C 

ATOM 640 0D1 ASN A 46147.479 15.539 -8.328 1.00 0.00 0 

ATOM 641 ND2 ASN A 46149.460 16.036 -7.393 1.00 0. 00 N 

ATOM 642 H ASN A 46151.462 13.744 -10.641 1.00 0. 00 H 

20 ATOM 643 HA ASN A 46150.513 13.691 -7.944 1.00 0. 00 H 

ATOM 644 1HB ASN A 46150.154 15.457 -9.891 1.00 0. 00 H 

ATOM 645 2HB ASN A 46148.727 14.474 -10.206 1.00 0. 00 H 

ATOM 646 1HD2 ASN A 46150.433 15.953 -7.468 1.00 0. 00 H 

ATOM 647 2HD2 ASN A 46149.009 16.505 -6.660 1.00 0. 00 H 

25 ATOM 648 N GLU A 47149.212 11.591 -7.889 1.00 0. 00 N 

ATOM 649 CA GLU A 47148.370 10.404 -7.789 1.00 0. 00 C 

ATOM 650 C GLU A 47148.235 9.958 -6.339 1.00 0. 00 C 

ATOM 651 0 GLU A 47149.230 9.655 -5.679 1.00 0.00 0 

ATOM 652 CB GLU A 47148.948 9.266 -8.634 1.00 0. 00 C 
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ATOM 682 0 LEU A 49149.439 6.784 -1.124 1.00 0.00 0 

ATOM 683 CB LEU A 49150.304 6.392 -3.915 1.00 0. 00 C 

ATOM 684 CG LEU A 49150.503 6.575 -5.421 1.00 0. 00 C 

ATOM 685 CD 1 LEU A 49151.948 6.937 -5.729 1.00 0. 00 C 

5 ATOM 686 CD2 LEU A 49150.097 5.313 -6.168 1.00 0. 00 C 

ATOM 687 H LEU A 49148.880 8.621 -3.416 1.00 0. 00 H 

ATOM 688 HA LEU A 49148.246 5.808 -3.988 1.00 0. 00 H 

ATOM 689 1HB LEU A 49150. 892 7. 140 -3. 402 1. 00 0. 00 H 

ATOM 690 2HB LEU A 49150.677 5.416 -3.642 1.00 0. 00 H 

10 ATOM 691 HG LEU A 49149.875 7.384 -5.765 1.00 0. 00 H 

ATOM 692 1HD1 LEU A 49151.984 7.547 -6.619 1.00 0. 00 H 

ATOM 693 2HD1 LEU A 49152.519 6.035 -5.886 1.00 0. 00 H 

ATOM 694 3HD1 LEU A 49152.366 7.487 -4.898 1.00 0. 00 H 

ATOM 695 1HD2 LEU A 49149.362 4.774 -5.589 1.00 0. 00 H 

15 ATOM 696 2HD2 LEU A 49150.966 4.689 -6.318 1.00 0. 00 H 

ATOM 697 3HD2 LEU A 49149.676 5.581 -7.125 1.00 0. 00 H 

ATOM 698 N ALA A 50147. 948 5. 176 -1. 625 1. 00 0. 00 N 

ATOM 699 CA ALA A 50147. 780 4. 758 -0. 242 1. 00 0. 00 C 

ATOM 700 C ALA A 50148.746 3.631 0.112 1.00 0. 00 C 

20 ATOM 701 0 ALA A 50148.657 2.531 -0.433 1.00 0.00 0 

ATOM 702 CB ALA A 50146. 342 4. 325 0. 007 1. 00 0. 00 C 

ATOM 703 H ALA A 50147.443 4.719 -2.329 1.00 0. 00 H 

ATOM 704 HA ALA A 50147.989 5.610 0.387 1.00 0. 00 H 

ATOM 705 1HB ALA A 50145.712 4.691 -0.789 1.00 0. 00 H 

25 ATOM 706 2HB ALA A 50146. 003 4. 728 0. 949 1. 00 0. 00 H 

ATOM 707 3HB ALA A 50146.292 3.246 0.039 1.00 0. 00 H 

ATOM 708 N GLY A 51149.668 3.914 1.025 1.00 0. 00 N 

ATOM 709 CA GLY A 51150.637 2.915 1.434 1.00 0. 00 C 

ATOM 710 C GLY A 51150.011 1.789 2.232 1.00 0. 00 C 
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ATOM 711 0 GLY A 51149.679 1.961 3.406 1.00 0.00 0 

ATOM 712 H GLY A 51149.691 4.808 1.425 1.00 0. 00 H 

ATOM 713 1HA GLY A 51151.104 2.499 0.553 1.00 0. 00 H 

ATOM 714 2HA GLY A 51151.396 3.391 2.039 1.00 0. 00 H 

5 ATOM 715 N LEU A 52149.848 0.634 1.596 1.00 0. 00 N 

ATOM 716 CA LEU A 52149.257 -0.524 2.256 1.00 0. 00 C 

ATOM 717 C LEU A 52150.331 -1.381 2.919 1.00 0. 00 C 

ATOM 718 0 LEU A 52151.450 -1.488 2.418 1.00 0.00 0 

ATOM 719 CB LEU A 52148.468 -1.365 1.248 1.00 0. 00 C 

10 ATOM 720 CG LEU A 52147.201 -0.702 0.703 1.00 0. 00 C 

ATOM 721 CD 1 LEU A 52146.592 -1.549 -0.403 1.00 0. 00 C 

ATOM 722 CD2 LEU A 52146.196 -0.478 1.823 1.00 0. 00 C 

ATOM 723 H LEU A 52150.133 0.558 0.662 1.00 0. 00 H 

ATOM 724 HA LEU A 52148.581 -0.163 3.016 1.00 0. 00 H 

15 ATOM 725 1HB LEU A 52149.119 -1.592 0.416 1.00 0. 00 H 

ATOM 726 2HB LEU A 52148.187 -2.291 1.726 1.00 0. 00 H 

ATOM 727 HG LEU A 52147.458 0.260 0.284 1. 00 0. 00 H 

ATOM 728 1HD1 LEU A 52146.403 -2.546 -0.032 1.00 0. 00 H 

ATOM 729 2HD1 LEU A 52147.276 -1.599 -1.237 1.00 0. 00 H 

20 ATOM 730 3HD1 LEU A 52145.663 -1.103 -0.726 1.00 0. 00 H 

. ATOM 731 1HD2 LEU A 52146.362 -1.202 2.607 1.00 0. 00 H 

ATOM 732 2HD2 LEU A 52145.194 -0.592 1.434 1.00 0. 00 H 

ATOM 733 3HD2 LEU A 52146.316 0.519 2.220 1.00 0. 00 H 

ATOM 734 N GLU A 53149.982 -1.988 4.049 1.00 0. 00 N 

25 ATOM 735 CA GLU A 53150.916 -2.836 4.781 1.00 0. 00 C 

ATOM 736 C GLU A 53150.448 -4.287 4.782 1.00 0. 00 C 

ATOM 737 0 GLU A 53149.515 -4.649 5.499 1.00 0.00 0 

ATOM 738 CB GLU A 53151.069 -2.336 6.219 1.00 0. 00 C 

ATOM 739 CG GLU A 53152.057 -3.146 7.042 1.00 0. 00 C 
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753 


CB 


LEU A 


54151. 524 


-7. 191 


15 


ATOM 


754 


CG 


LEU A 


54151. 324 


-6. 552 




ATOM 


755 


CD1 


LEU A 


54152. 297 


-7. 140 




ATOM 


756 


CD2 


LEU A 


54149. 889 


-6. 740 




ATOM 


757 


H 


LEU A 


54151. 838 


-4. 767 




ATOM 
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HA 


LEU A 


54149. 696 


-6. 594 


20 


ATOM 


759 


1HB 


LEU A 


54152. 578 


-7. 160 




ATOM 


760 


2HB 


LEU A 


54151. 219 


-8. 225 




ATOM 
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HG 


LEU A 


54151. 517 


-5. 492 
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LEU A 


54152. 308 


-8. 216 
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2HD1 


LEU A 


54153. 288 


-6. 753 


25 


ATOM 
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3HD1 


LEU A 


54151. 988 


-6. 870 
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-7. 721 
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2HD2 
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54149. 846 


-6. 644 
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54149. 260 


-5. 988 




ATOM 


768 


N 


GLU A 


55150. 156 


-8. 157 
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8. 457 1. 00 0. 00 C 

8. 789 1. 00 0. 00 0 

9. 234 1. 00 0. 00 0 
4. 398 1. 00 0. 00 H 

4. 286 1. 00 0. 00 H 
6. 198 1. 00 0. 00 H 
6. 707 1. 00 0. 00 H 

6. 560 1. 00 0. 00 H 

7. 088 1. 00 0. 00 H 
3. 974 1. 00 0. 00 N 
3. 881 1. 00 0. 00 C 

5. 194 1. 00 0. 00 C 
5. 846 1. 00 0. 00 0 

2. 739 1. 00 0. 00 C 

1. 364 1. 00 0. 00 C 
0. 354 1. 00 0. 00 C 

0. 895 1. 00 0. 00 C 

3. 426 1. 00 0. 00 H 
3. 676 1. 00 0. 00 H 

2. 978 1. 00 0. 00 H 
2. 679 1. 00 0. 00 H 

1. 435 1. 00 0. 00 H 
0. 449 1. 00 0. 00 H 

0. 542 1. 00 0. 00 H 
-0. 644 1. 00 0. 00 H 

1. 183 1. 00 0. 00 H 
-0. 180 1. 00 0. 00 H 

1. 349 1. 00 0. 00 H 

5. 576 1. 00 0. 00 N 
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W 173 W 

ATOM 769 CA GLU A 55150.320 -8.914 6.811 1.00 0. 00 C 

ATOM 770 C GLU A 55151.395 -9.986 6.655 1.00 0. 00 C 

ATOM 771 0 GLU A 55152.090 -10.325 7.612 1.00 0.00 0 

ATOM 772 CB GLU A 55148.994 -9.562 7.217 1.00 0. 00 C 

5 ATOM 773 CG GLU A 55147.871 -8.562 7.436 1.00 0. 00 C 

ATOM 774 CD GLU A 55147.824 -8.042 8.859 1.00 0. 00 C 

ATOM 775 0E1 GLU A 55146.921 -8.458 9.615 1.00 0.00 0 

ATOM 776 0E2 GLU A 55148.691 -7.217 9.219 1.00 0.00 0 

ATOM 777 H GLU A 55149.372 -8.323 5.014 1.00 0. 00 H 

10 ATOM 778 HA GLU A 55150.625 -8.225 7.584 1.00 0. 00 H 

ATOM 779 1HB GLU A 55148.689 -10.248 6.441 1.00 0. 00 H 

ATOM 780 2HB GLU A 55149.142 -10.112 8.134 1.00 0. 00 H 

ATOM 781 1HG GLU A 55148.015 -7.726 6.769 1.00 0. 00 H 

ATOM 782 2HG GLU A 55146.930 -9.042 7.213 1.00 0. 00 H 

15 ATOM 783 N ASP A 56151.525 -10.513 5.442 1.00 0. 00 N 

ATOM 784 CA ASP A 56152.516 -11.547 5.161 1.00 0. 00 C 

ATOM 785 C ASP A 56153.811 -10.931 4.642 1.00 0. 00 C 

ATOM 786 0 ASP A 56153.807 -10.183 3.665 1.00 0.00 0 

ATOM 787 CB ASP A 56151.967 -12.544 4.140 1.00 0. 00 C 

20 ATOM 788 CG ASP A 56152.412 -13.965 4.423 1.00 0. 00 C 

ATOM 789 0D1 ASP A 56153.373 -14.428 3.773 1.00 0.00 0 

ATOM 790 0D2 ASP A 56151.800 -14.618 5.295 1.00 0.00 0 

ATOM 791 H ASP A 56150.941 -10.202 4.719 1.00 0. 00 H 

ATOM 792 HA ASP A 56152.723 -12.067 6.085 1.00 0. 00 H 

25 ATOM 793 1HB ASP A 56150.887 -12.516 4.162 1.00 0. 00 H 

ATOM 794 2HB ASP A 56152.310 -12.268 3.155 1.00 0. 00 H 

ATOM 795 N GLU A 57154.919 -11.252 5.303 1.00 0. 00 N 

ATOM 796 CA GLU A 57156.222 -10.731 4.908 1.00 0. 00 C 

ATOM 797 C GLU A 57156.628 -11.260 3.536 1.00 0. 00 C 
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0 
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825 


CB 




ATOM 


826 


H 



■ 174 

GLU A 57157. 106 -12. 388 
GLU A 57157. 282 -11. 108 
GLU A 57157. 377 -10. 126 
GLU A 57158. 593 -10. 371 
GLU A 57158.766 -11. 514 
GLU A 57159. 372 -9.418 
GLU A 57154. 858 -11. 854 
GLU A 57156. 148 -9. 655 
GLU A 57157. 044 -12. 082 
GLU A 57158. 245 -11. 154 
GLU A 57157. 436 -9. 124 
GLU A 57156. 490 -10. 219 
CYS A 58156. 432 -10. 439 
CYS A 58156. 777 -10. 825 
CYS A 58158. 157 -10. 301 
CYS A 58158. 426 -9. 103 
CYS A 58155. 730 -10. 297 
CYS A 58155. 833 -11. 026 
CYS A 58156. 047 -9. 553 
CYS A 58156. 789 -11. 903 
CYS A 58154. 745 -10. 506 
CYS A 58155. 851 -9. 229 
CYS A 58155. 366 -10. 449 
ALA A 59159. 031 -11. 207 
ALA A 59160. 383 -10. 836 
ALA A 59160. 374 -10. 001 
ALA A 59160. 036 -10. 496 
ALA A 59161. 238 -12. 081 
ALA A 59158. 758 -12. 146 
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3.411 1.00 0.00 0 

5. 946 1. 00 0. 00 C 
7. 102 1. 00 0. 00 C 

7. 975 1. 00 0. 00 C 

8. 445 1. 00 0. 00 0 
8. 188 1. 00 0. 00 0 

6. 074 1. 00 0. 00 H 

4. 858 1. 00 0. 00 H 
6. 347 1. 00 0. 00 H 

5. 460 1. 00 0. 00 H 

6. 703 1. 00 0. 00 H 
7.711 1.00 0. 00 H 
2. 510 1. 00 0. 00 N 

1. 146 1. 00 0. 00 C 
0. 765 1. 00 0. 00 C 
0. 859 1. 00 0. 00 0 

0. 164 1. 00 0. 00 C 
-1.487 1. 00 0. 00 S 

2. 673 1. 00 0. 00 H 

1. 100 1. 00 0. 00 H 
0. 553 1. 00 0. 00 H 
0. 060 1. 00 0. 00 H 

-2. 096 1. 00 0. 00 H 

0. 335 1. 00 0. 00 N 

-0. 060 1. 00 0. 00 C 

-1. 337 1. 00 0. 00 C 

-2. 411 1. 00 0. 00 0 

-0. 249 1. 00 0. 00 C 

0. 282 1. 00 0. 00 H 
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W 175 W 

ATOM 827 HA ALA A 59160.815 -10.250 0.738 1.00 0. 00 H 

ATOM 828 1HB ALA A 59161.020 -12.524 -1.210 1.00 0. 00 H 

ATOM 829 2HB ALA A 59161.015 -12.792 0.533 1.00 0. 00 H 

ATOM 830 3HB ALA A 59162.282 -11.811 -0.205 1.00 0. 00 H 

5 ATOM 831 N GLY A 60160.746 -8.732 -1.209 1.00 0. 00 N 

ATOM 832 CA GLY A 60160.773 -7.848 -2.360 1.00 0. 00 C 

ATOM 833 C GLY A 60160.174 -6.487 -2.062 1.00 0. 00 C 

ATOM 834 0 GLY A 60160.550 -5.488 -2.673 1.00 0.00 0 

ATOM 835 H GLY A 60161.005 -8.392 -0.328 1.00 0. 00 H 

10 ATOM 836 1HA GLY A 60161.797 -7.717 -2.677 1.00 0. 00 H 

ATOM 837 2HA GLY A 60160.215 -8.306 -3.165 1.00 0. 00 H 

ATOM 838 N CYS A 61159.239 -6.449 -1.118 1.00 0. 00 N 

ATOM 839 CA CYS A 61158.586 -5.201 -0.739 1.00 0. 00 C 

ATOM 840 C CYS A 61159.505 -4.349 0.132 1.00 0. 00 C 

15 ATOM 841 0 CYS A 61160.621 -4.755 0.456 1.00 0.00 0 

ATOM 842 CB CYS A 61157.281 -5.490 0.005 1.00 0. 00 C 

ATOM 843 SG CYS A 61156.114 -6.515 -0.920 1.00 0. 00 S 

ATOM 844 H CYS A 61158.981 -7.280 -0.667 1.00 0. 00 H 

ATOM 845 HA CYS A 61158.361 -4.657 -1.644 1.00 0. 00 H 

20 ATOM 846 1HB CYS A 61157.507 -6.002 0.928 1.00 0. 00 H 

ATOM 847 2HB CYS A 61156.791 -4.554 0.230 1.00 0. 00 H 

ATOM 848 HG CYS A 61155. 351 -6. 675 -0. 360 1. 00 0. 00 H 

ATOM 849 N THR A 62159.026 -3.168 0.508 1.00 0. 00 N 

ATOM 850 CA THR A 62159.805 -2.260 1.342 1.00 0. 00 C 

25 ATOM 851 C THR A 62159.217 -2.171 2.746 1.00 0. 00 C 

ATOM 852 0 THR A 62158.231 -2.839 3.059 1.00 0.00 0 

ATOM 853 CB THR A 62159. 854 -0. 868 0. 708 1. 00 0. 00 C 

ATOM 854 0G1 THR A 62158.550 -0.421 0.380 1.00 0.00 0 

ATOM 855 CG2 THR A 62160.689 -0.814 -0.553 1.00 0. 00 C 



WO 2004/016781 PCT/JP2003/010288 

V 176 W 

ATOM 856 H THR A 62158.130 -2.901 0.218 1.00 0. 00 H 

ATOM 857 HA THR A 62160.810 -2.650 1.410 1.00 0. 00 H 

ATOM 858 HB THR A 62160.282 -0.176 1.418 1.00 0. 00 H 

ATOM 859 HG1 THR A 62158.188 -0.974 -0.315 1.00 0. 00 H 

5 ATOM 860 1HG2 THR A 62160.904 -1.819 -0.886 1.00 0. 00 H 

ATOM 861 2HG2 THR A 62161.615 -0.296 -0.349 1.00 0. 00 H 

ATOM 862 3HG2 THR A 62160.144 -0.288 -1.323 1.00 0. 00 H 

ATOM 863 N ASP A 63159.827 -1.342 3.587 1.00 0. 00 N 

ATOM 864 CA ASP A 63159.363 -1.166 4.958 1.00 0. 00 C 

10 ATOM 865 C ASP A 63158.671 0.182 5.130 1.00 0. 00 C 

ATOM 866 0 ASP A 63158.779 0.818 6.178 1.00 0.00 0 

ATOM 867 CB ASP A 63160.536 -1.278 5.934 1.00 0. 00 C 

ATOM 868 CG ASP A 63161.601 -0.229 5.680 1.00 0. 00 C 

ATOM 869 0D1 ASP A 63162.691 -0.596 5.192 1.00 0.00 0 

15 ATOM 870 0D2 ASP A 63161.345 0.958 5.968 1.00 0.00 0 

ATOM 871 H ASP A 63160.608 -0.838 3.278 1.00 0. 00 H 

ATOM 872 HA ASP A 63158.653 -1.952 5.171 1.00 0. 00 H 

ATOM 873 1HB ASP A 63160.170 -1.156 6.942 1.00 0. 00 H 

ATOM 874 2HB ASP A 63160.987 -2.255 5.834 1.00 0. 00 H 

20 ATOM 875 N GLY A 64157.960 0.612 4.093 1.00 0. 00 N 

ATOM 876 CA GLY A 64157. 260 1. 882 4. 148 1. 00 0. 00 C 

ATOM 877 C GLY A 64158.013 2.990 3.440 1.00 0. 00 C 

ATOM 878 0 GLY A 64158. 125 4. 102 3. 956 1. 00 0. 00 0 

ATOM 879 H GLY A 64157. 909 0. 062 3. 282 1. 00 0. 00 H 

25 ATOM 880 1HA GLY A 64156.291 1.767 3.687 1.00 0. 00 H 

ATOM 881 2HA GLY A 64157. 123 2. 160 5. 183 1. 00 0. 00 H 

ATOM 882 N THR A 65158.529 2.687 2.253 1.00 0. 00 N 

ATOM 883 CA THR A 65159.276 3.667 1.472 LOO 0. 00 C 

ATOM 884 C THR A 65158.845 3.638 0.009 1.00 0. 00 C 
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ATOM 


885 


0 THR A 


65158. 797 


2. 578 




ATOM 


886 


CB THR A 


65160. 778 


3. 398 




ATOM 


887 


0G1 THR A 


65161. 034 


2. 006 




ATOM 


888 


CG2 THR A 


65161. 415 


4. 039 


5 


ATOM 


889 


H THR A 
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1. 784 




ATOM 


890 


HA THR A 


65159. 064 


4. 645 




ATOM 


891 


HB THR A 


65161. 266 


3. 793 




ATOM 


892 


HG1 THR A 


65160. 910 


1. 618 




ATOM 


893 


1HG2 THR A 


65162. 234 


3. 423 


10 


ATOM 


894 


2HG2 THR A 


65160. 681 


4. 133 




ATOM 


895 


3HG2 THR A 


65161. 788 


5. 018 




ATOM 


896 


N PHE A 


66158. 530 


4. 811 




ATOM 


897 


CA PHE A 


66158. 103 


4. 921 




ATOM 


898 


C PHE A 


66159. 010 


5. 872 


15 


ATOM 


899 


0 PHE A 


66159. 157 


7. 039 




ATOM 


900 


CB PHE A 


66156. 655 


5. 406 




ATOM 


901 


CG PHE A 


66155. 978 


5. 083 




ATOM 


902 


CD1 PHE A 


66155. 722 


3. 769 




ATOM 


903 


CD 2 PHE A 


66155. 598 


6. 094 


20 


ATOM 


904 


CE1 PHE A 


66155. 100 


3. 468 




ATOM 


905 


CE2 PHE A 


66154. 976 


5. 801 




ATOM 
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CZ PHE A 


66154. 726 


4. 486 
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907 


H PHE A 
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5. 621 




ATOM 
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HA PHE A 
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3. 939 


25 


ATOM 
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1HB PHE A 
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4. 943 




ATflM 
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2HB PHE A 


66156. 635 


6. 478 




ATOM 


911 


HD1 PHE A 


66156.014 


2. 973 




ATOM 


912 


HD2 PHE A 


66155. 792 


7. 123 
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913 
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66154. 907 


2. 440 
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0. 614 1. 00 0. 00 0 

1. 578 1.00 0.00 C 

1. 641 1. 00 0. 00 0 

2. 791 1.00 0.00 C 
1. 894 1. 00 0. 00 H 

1. 877 1. 00 0. 00 H 
0. 700 1. 00 0. 00 H 
0. 773 1. 00 0. 00 H 

3. 135 1. 00 0. 00 H 
3. 577 1. 00 0. 00 H 

2. 527 1. 00 0. 00 H 
-0. 533 1. 00 0. 00 N 
-1. 923 1. 00 0. 00 C 
-2. 697 1. 00 0. 00 C 
-2. 334 1. 00 0. 00 0 
-1.996 1.00 0.00 C 
-3. 298 1. 00 0.00 C 
-3.654 LOO 0.00 C 
-4. 166 1.00 0.00 C 
-4. 851 1. 00 0. 00 C 
-5. 364 1. 00 0. 00 C 
-5. 707 1. 00 0. 00 C 

0. 015 1. 00 0. 00 H 

-2. 369 1. 00 0. 00 H 

-1.204 1.00 0. 00 H 

-1. 867 1. 00 0. 00 H 

-2. 985 1. 00 0. 00 H 

-3. 898 1. 00 0. 00 H 

-5.117 1.00 O.OOH 
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V 178 W 

ATOM 914 HE 2 PHE A 66154.684 6.598 -6.032 1.00 0. 00 H 

ATOM 915 HZ PHE A 66154.240 4.254 -6.643 1.00 0. 00 H 

ATOM 916 N ARG A 67159.615 5.366 -3.767 1.00 0. 00 N 

ATOM 917 CA ARG A 67160.508 6.172 -4.592 1.00 0. 00 C 

5 ATOM 918 C ARG A 67161.689 6.684 -3.776 1.00 0. 00 C 

ATOM 919 0 ARG A 67162.217 7.765 -4.039 1.00 0.00 0 

ATOM 920 CB ARG A 67159.746 7.348 -5.204 1.00 0. 00 C 

ATOM 921 CG ARG A 67158.677 6.930 -6.200 1.00 0. 00 C 

ATOM 922 CD ARG A 67158.317 8.067 -7.143 1.00 0. 00 C 

10 ATOM 923 NE ARG A 67159.015 7.958 -8.422 1.00 0. 00 N 

ATOM 924 CZ ARG A 67159.160 8.970 -9.274 1.00 0. 00 C 

ATOM 925 NH1 ARG A 67158.658 10.165 -8.989 1. 00 0. 00 N 

ATOM 926 NH2 ARG A 67159.808 8.786 -10.417 1.00 0. 00 N 

ATOM 927 H ARG A 67159.458 4.429 -4.006 1.00 0. 00 H 

15 ATOM 928 HA ARG A 67160.881 5.543 -5.387 1.00 0. 00 H 

ATOM 929 1HB ARG A 67159.271 7.906 -4.411 1.00 0. 00 H 

ATOM 930 2HB ARG A 67160.449 7.991 -5.714 1.00 0. 00 H 

ATOM 931 1HG ARG A 67159.045 6.097 -6.780 1.00 0. 00 H 

ATOM 932 2HG ARG A 67157.792 6.629 -5.657 1.00 0. 00 H 

20 ATOM 933 1HD ARG A 67157.253 8.045 -7.322 1.00 0. 00 H 

ATOM 934 2HD ARG A 67158.585 9.003 -6.675 1.00 0. 00 H 

ATOM 935 HE ARG A 67159.396 7.087 -8.657 1.00 0. 00 H 

ATOM 936 1HH1 ARG A 67158.168 10.311 -8.129 1.00 0. 00 H 

ATOM 937 2HH1 ARG A 67158.771 10.921 -9.634 1.00 0. 00 H 

25 ATOM 938 1HH2 ARG A 67160.188 7.888 -10.637 1.00 0. 00 H 

ATOM 939 2HH2 ARG A 67159.917 9.546 -11.058 1.00 0. 00 H 

ATOM 940 N GLY A 68162.100 5.902 -2.783 1.00 0. 00 N 

ATOM 941 CA GLY A 68163.216 6.295 -1.942 1.00 0. 00 C 

ATOM 942 C GLY A 68162.847 7.392 -0.963 1.00 0. 00 C 
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W 179 W 

ATOM 943 0 GLY A 68163. 696 8. 189 -0. 564 1. 00 0. 00 0 

ATOM 944 H GLY A 68161.641 5.052 -2.619 1.00 0. 00 H 

ATOM 945 1HA GLY A 68163.556 5.433 -1.389 1.00 0. 00 H 

ATOM 946 2HA GLY A 68164.020 6.645 -2.572 1.00 0. 00 H 

5 ATOM 947 N THR A 69161.577 7.433 -0.576 1.00 0. 00 N 

ATOM 948 CA THR A 69161.096 8.441 0.363 1.00 0. 00 C 

ATOM 949 C THR A 69160.235 7.806 1.449 1.00 0. 00 C 

ATOM 950 0 THR A 69159.141 7.310 1.178 1.00 0.00 0 

ATOM 951 CB THR A 69160.297 9.515 -0.375 1.00 0. 00 C 

10 ATOM 952 0G1 THR A 69160.987 9.948 -1.533 1.00 0.00 0 

ATOM 953 CG2 THR A 69160.010 10.737 0.472 1.00 0. 00 C 

ATOM 954 H THR A 69160.947 6.771 -0.928 1.00 0. 00 H 

ATOM 955 HA THR A 69161.957 8.900 0.825 1.00 0. 00 H 

ATOM 956 HB THR A 69159.349 9.096 -0.682 1.00 0. 00 H 

15 ATOM 957 HG1 THR A 69161.176 9.193 -2.095 1.00 0. 00 H 

ATOM 958 1HG2 THR A 69159.249 11.336 -0.006 1.00 0. 00 H 

ATOM 959 2HG2 THR A 69160.913 11.319 0.579 1.00 0. 00 H 

ATOM 960 3HG2 THR A 69159.665 10.425 1.447 1.00 0. 00 H 

ATOM 961 N ARG A 70160.735 7.825 2.680 1.00 0. 00 N 

20 ATOM 962 CA ARG A 70160.011 7.251 3.809 1.00 0. 00 C 

ATOM 963 C ARG A 70158.731 8.032 4.087 1.00 0. 00 C 

ATOM 964 0 ARG A 70158.765 9.242 4.308 1.00 0.00 0 

ATOM 965 CB ARG A 70160.897 7.239 5.057 1.00 0. 00 C 

ATOM 966 CG ARG A 70160.228 6.616 6.272 1.00 0. 00 C 

25 ATOM 967 CD ARG A 70160.684 7.279 7.561 1.00 0. 00 C 

ATOM 968 NE ARG A 70162.045 6.890 7.924 1.00 0. 00 N 

ATOM 969 CZ ARG A 70162.802' 7.562 8.789 1.00 0. 00 C 

ATOM 970 NH1 ARG A 70162.336 8.654 9.381 1.00 0. 00 N 

ATOM 971 NH2 ARG A 70164.028 7.139 9.064 1.00 0. 00 N 
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ATOM 972 H ARG A 70161.612 8.235 2.834 1.00 0. 00 H 

ATOM 973 HA ARG A 70159.751 6.235 3.553 1.00 0. 00 H 

ATOM 974 1HB ARG A 70161.795 6.681 4.842 1.00 0. 00 H 

ATOM 975 2HB ARG A 70161.166 8.256 5.303 1.00 0. 00 H 

5 ATOM 976 1HG ARG A 70159.158 6.731 6.180 1.00 0. 00 H 

ATOM 977 2HG ARG A 70160.477 5.566 6.309 1.00 0. 00 H 

ATOM 978 1HD ARG A 70160.650 8.351 7.431 1.00 0. 00 H 

ATOM 979 2HD ARG A 70160.013 6.992 8.356 1.00 0. 00 H 

ATOM 980 HE ARG A 70162.414 6.086 7.502 1.00 0. 00 H 

10 ATOM 981 1HH1 ARG A 70161.412 8.979 9.178 1.00 0. 00 H 

ATOM 982 2HH1 ARG A 70162.909 9.154 10.030 1.00 0. 00 H 

ATOM 983 1HH2 ARG A 70164.384 6.316 8.621 1.00 0. 00 H 

ATOM 984 2HH2 ARG A 70164.597 7.643 9.714 1.00 0. 00 H 

ATOM 985 N TYR A 71157.602 7.330 4.076 1.00 0. 00 N 

15 ATOM 986 CA TYR A 71156.310 7.957 4.327 1.00 0. 00 C 

ATOM 987 C TYR A 71155/770 7.560 5.696 1.00 0. 00 C 

ATOM 988 0 TYR A 71155.270 8.400 6.446 1.00 0.00 0 

ATOM 989 CB TYR A 71155.309 7.566 3.238 1.00 0. 00 C 

ATOM 990 CG TYR A 71155.424 8.400 1.981 1.00 0. 00 C 

20 ATOM 991 CD 1 TYR A 71155.529 9.784 2.050 1.00 0. 00 C 

ATOM 992 CD2 TYR A 71155.426 7.802 0.727 1.00 0. 00 C 

ATOM 993 CE1 TYR A 71155.635 10.548 0. 905 1.00 0. 00 C 

ATOM 994 CE2 TYR A 71155.532 8.561 -0.424 1.00 0. 00 C 

ATOM 995 CZ TYR A 71155.635 9.933 -0.330 1.00 0. 00 C 

25 ATOM 996 OH TYR A 71155.740 10.691 -1.473 1.00 0.00 0 

ATOM 997 H TYR A 71157.639 6.368 3.893 1.00 0. 00 H 

ATOM 998 HA TYR A 71156.451 9.028 4.306 1.00 0. 00 H 

ATOM 999 1HB TYR A 71155.468 6.533 2.966 1.00 0. 00 H 

ATOM 1000 2HB TYR A 71154.306 7.681 3.623 1.00 0. 00 H 
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ATOM 1030 CB THR A 73157.520 3.832 11.114 1.00 0. 00 C 

ATOM 1031 0G1 THR A 73156.507 4.562 11.785 1.00 0.00 0 

ATOM 1032 CG2 THR A 73158.746 4.716 11.036 1.00 0. 00 C 

ATOM 1033 H THR A 73155.558 4.877 9.665 1.00 0. 00 H 

5 ATOM 1034 HA THR A 73157.882 3.180 9.110 1.00 0. 00 H 

ATOM 1035 HB THR A 73157.771 2.969 11.716 1.00 0. 00 H 

ATOM 1036 HG1 THR A 73156.474 4.291 12.706 1.00 0. 00 H 

ATOM 1037 1HG2 THR A 73159.529 4.199 10.501 1.00 0. 00 H 

ATOM 1038 2HG2 THR A 73159.086 4.949 12.034 1.00 0. 00 H 

10 ATOM 1039 3HG2 THR A 73158.498 5.630 10.517 1.00 0. 00 H 

ATOM 1040 N CYS A 74156.717 1.009 9.222 1.00 0. 00 N 

ATOM 1041 CA CYS A 74156.065 -0.294 9.281 1.00 0. 00 C 

ATOM 1042 C CYS A 74157.095 -1.417 9.320 1.00 0. 00 C 

ATOM 1043 0 CYS A 74158.301 -1.169 9.289 1.00 0.00 0 

15 ATOM 1044 CB CYS A 74155.136 -0.478 8.080 1. 00 0. 00 C 

ATOM 1045 SG CYS A 74153. 445 0. 096 8. 360 1. 00 0. 00 S 

ATOM 1046 H CYS A 74157.521 1.117 8.670 1.00 0. 00 H 

ATOM 1047 HA CYS A 74155. 478 -0. 329 10. 188 1. 00 0. 00 H 

ATOM 1048 1HB CYS A 74155. 534 0. 072 7. 241 1. 00 0. 00 H 

20 ATOM 1049 2HB CYS A 74155.091 -1.527 7.828 1. 00 0. 00 H 

ATOM 1050 HG CYS A 74153. 194 -0. 147 9. 254 1. 00 0. 00 H 

ATOM 1051 N ALA A 75156.613 -2.654 9.386 1.00 0. 00 N 

ATOM 1052 CA ALA A 75157.492 -3.816 9.428 1.00 0. 00 C 

ATOM 1053 C ALA A 75158.208 -4.011 8.096 1.00 0. 00 C 

25 ATOM 1054 0 ALA A 75157.739 -3.552 7.055 1.00 0.00 0 

ATOM 1055 CB ALA A 75156.700 -5.062 9.791 1.00 0. 00 C 

ATOM 1056 H ALA A 75155.642 -2.787 9.407 1.00 0. 00 H 

ATOM 1057 HA ALA A 75158.229 -3.648 10.200 1.00 0. 00 H 

ATOM 1058 1HB ALA A 75157.137 -5.921 9.302 1.00 0. 00 H 
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ATOM 1059 2HB ALA A 75155.676 -4.945 9.467 1.00 0. 00 H 

ATOM 1060 3HB ALA A 75156.725 -5.206 10.861 1.00 0. 00 H 

ATOM 1061 N LEU A 76159.347 -4.695 8.137 1.00 0. 00 N 

ATOM 1062 CA LEU A 76160.129 -4.952 6.933 1.00 0. 00 C 

5 ATOM 1063 C LEU A 76159.419 -5.953 6.027 1.00 0. 00 C 

ATOM 1064 0 LEU A 76158.846 -6.934 6.499 1.00 0.00 0 

ATOM 1065 CB LEU A 76161.518 -5.476 7.303 1.00 0. 00 C 

ATOM 1066 CG LEU A 76162.487 -4.420 7.837 1.00 0. 00 C 

ATOM 1067 CD 1 LEU A 76163.413 -5.024 8.882 1.00 0. 00 C 

10 ATOM 1068 CD 2 LEU A 76163.291 -3.812 6.698 1.00 0. 00 C 

ATOM 1069 H LEU A 76159.669 -5.036 8.997 1.00 0. 00 H 

ATOM 1070 HA LEU A 76160.236 -4.017 6.402 1.00 0. 00 H 

ATOM 1071 1HB LEU A 76161. 401 -6.242 8.056 1.00 0. 00 H 

ATOM 1072 2HB LEU A 76161.956 -5.923 6.425 1.00 0. 00 H 

15 ATOM 1073 HG LEU A 76161.923 -3.629 8.309 1.00 0. 00 H 

ATOM 1074 1HD1 LEU A 76163.579 -6.067 8.655 1.00 0. 00 H 

ATOM 1075 2HD1 LEU A 76162.961 -4.934 9.858 1.00 0. 00 H 

ATOM 1076 3HD1 LEU A 76164.357 -4.499 8. 873 1. 00 0. 00 H 

ATOM 1077 1HD2 LEU A 76162.802 -2.913 6.350 1.00 0. 00 H 

20 ATOM 1078 2HD2 LEU A 76163.359 -4.522 5.886 1.00 0. 00 H 

ATOM 1079 3HD2 LEU A 76164.284 -3.568 7.046 1.00 0. 00 H 

ATOM 1080 N LYS A 77159.463 -5.699 4.723 1.00 0. 00 N 

ATOM 1081 CA LYS A 77158.826 -6.579 3.751 1.00 0. 00 C 

ATOM 1082 C LYS A 77157.321 -6.654 3.991 1.00 0. 00 C 

25 ATOM 1083 0 LYS A 77156.714 -7.719 3.867 1.00 0.00 0 

ATOM 1084 CB LYS A 77159.436 -7.980 3.821 1.00 0. 00 C 

ATOM 1085 CG LYS A 77160.953 -7.988 3.712 1.00 0. 00 C 

ATOM 1086 CD LYS A 77161.411 -7.675 2.296 1.00 0. 00 C 

ATOM 1087 CE LYS A 77162.908 -7.415 2.240 1.00 0. 00 C 
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PCT/JP2003/010288 

1. 820 1. 00 0. 00 N 
4. 408 1. 00 0. 00 H 

2. 768 1. 00 0. 00 H 
4. 762 1. 00 0. 00 H 
3.014 1.00 0. 00 H 
4. 383 1. 00 0. 00 H 

3. 991 1. 00 0. 00 H J 
1. 658 1. 00 0. 00 H 

1. 945 1. 00 0. 00 H 

1. 534 1. 00 0. 00 H 

3. 221 1. 00 0. 00 H 

2. 031 1. 00 0. 00 H 

2. 329 1. 00 0. 00 H 
0. 798 1. 00 0. 00 H 

4. 334 1. 00 0. 00 N 
4. 591 1. 00 0. 00 C 
4. 219 1. 00 0. 00 C 

4. 928 1. 00 0. 00 0 
6. 063 1. 00 0. 00 C 

6. 524 1. 00 0. 00 C 

7. 961 1. 00 0. 00 C 

8. 026 1. 00 0. 00 C 

9. 126 1. 00 0.00 N 
4.417 1. 00 0. 00 H 

3. 980 1. 00 0. 00 H 
6. 671 1. 00 0. 00 H 
6. 219 1. 00 0. 00 H 

5. 884 1. 00 0. 00 H 

6. 452 1. 00 0. 00 H 
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ATOM 1117 1HD LYS A 78155.962 -7.864 8.468 1.00 0. 00 H 

ATOM 1118 2HD LYS A 78154.879 -6.470 8.452 1.00 0. 00 H 

ATOM 1119 1HE LYS A 78153.401 -8.283 7.086 1.00 0. 00 H 

ATOM 1120 2HE LYS A 78154.283 -9.339 8.188 1.00 0. 00 H 

5 ATOM 1121 1HZ LYS A 78152.591 -8.817 9.553 1.00 0. 00 H 

ATOM 1122 2HZ LYS A 78152.225 -7.371 8.757 1.00 0. 00 H 

ATOM 1123 3HZ LYS A 78153.505 -7.426 9.860 1.00 0. 00 H 

ATOM 1124 N ALA A 79155.202 -3.543 3.101 1.00 0. 00 N 

ATOM 1125 CA ALA A 79154.749 -2.238 2.635 1.00 0. 00 C 

10 ATOM 1126 C ALA A 79154.591 -2.223 1.118 1.00 0. 00 C 

ATOM 1127 0 ALA A 79155.576 -2.254 0.381 1.00 0.00 0 

ATOM 1128 CB ALA A 79155.718 -1.153 3.077 1.00 0. 00 C 

ATOM 1129 H ALA A 79155.872 -4.031 2.578 1.00 0. 00 H 

ATOM 1130 HA ALA A 79153.789 -2.038 3.088 1.00 0. 00 H 

15 ATOM 1131 1HB ALA A 79155.189 -0.216 3.177 1.00 0. 00 H 

ATOM 1132 2HB ALA A 79156.501 -1.048 2.341 1.00 0. 00 H 

ATOM 1133 3HB ALA A 79156.152 -1.425 4.029 1.00 0. 00 H 

ATOM 1134 N LEU A 80153.345 -2.174 0.658 1.00 0. 00 N 

ATOM 1135 CA LEU A 80153.058 -2.154 -0.771 1.00 0. 00 C 

20 ATOM 1136 C LEU A 80152.216 -0.937 -1.140 1.00 0. 00 C 

ATOM 1137 0 LEU A 80151.022 -0.882 -0.847 1.00 0.00 0 

ATOM 1138 CB LEU A 80152.330 -3.434 -1.184 1.00 0. 00 C 

ATOM 1139 CG LEU A 80151.917 -3.501 -2.655 1.00 0. 00 C 

ATOM 1140 CDl LEU A 80153.133 -3.730 -3.540 1.00 0. 00 C 

25 ATOM 1141 CD2 LEU A 80150.885 -4.597 -2.871 1.00 0. 00 C 

ATOM 1142 H LEU A 80152.600 -2.151 1.295 1.00 0. 00 H 

ATOM 1143 HA LEU A 80153.998 -2.100 -1.298 1.00 0. 00 H 

ATOM 1144 1HB LEU A 80152.976 -4.275 -0.975 1.00 0. 00 H 

ATOM 1145 2HB LEU A 80151.439 -3.528 -0.580 1.00 0. 00 H 



WO 2004/016781 ^fe. a\WWM\ PCT/JP2003/010288 

186 





ATOM 


1146 


HG 


LEU A 


80151. 471 


-2. 559 


-2. 939 


1. 00 


0. 00 H 




ATOM 


1147 


1HD1 


LEU A 


80153 887 


-4. 268 


-2 984 


1. 00 


0. 00 H 




ATOM 


1148 


2HD1 


LEU A 


80153 531 


-2. 777 


-3. 858 


1. 00 


0. 00 H 




ATOM 


1149 


3HD1 


LEU A 


80152 845 


-4. 307 


-4 407 

A. AW 1 


1. 00 


0 00 H 

v. \J \J XX 


5 


ATOM 


1150 


1HD2 


LEU A 


80149 893 


-4 181 

~ • X \J X 


-2 770 

£J • 1 1 U 


1 00 

x . u u 


0 00 H 

U. UU 11 




ATOM 


1151 


2HD2 


LEU A 


80151 027 


-5 374 


-2 134 

Um X U ± 


1 00 

x » u u 


0 00 H 

U. U U 11 




ATOM 


1152 


3HD2 


LEU A 

Xj Xj \J IX 


80151 002 

uu lull U v U 


-5 012 

U • vlU 


-3 860 

U • U U U 


1 00 

X . u u 


0 00 H 

U* UU 11 




ATOM 


1153 


N 


PHE A 

X 11XJ 1 1 


81152 848 

U 1 1 U Lit UTU 


0 039 


-1 786 


1 00 

1 • U U 


0 00 N 

u. uu n 




ATOM 

ill in 


1154 


CA 


PHE A 

x iixj n 


81152 157 

U 1 X U 4V* 1 U 1 


1 256 

1 ■ uUU 


-2 195 


1 00 

X. UU 


0 00 c 

u. u u u 


10 

1 V 


ATOM 

iX X U1U 


1155 


c 

U 


PHE A 

X 11X4 IX 


81151 307 

U 1 1 U 1 . UU 1 


1 009 


-3 437 

U. TtU 1 


1 00 

i ■ u u 


0 00 c 

u» u u u 




ATOM 


1156 

1 X U \J 


o 


PHE A 

X xxXj IX 


81151 705 

U 1 1 u 1. 1 \J u 


0 267 

VI* u U 1 


-4 335 


1 00 

X • U V 


0 00 0 

u. u u u 




ATOM 

n x um 


1157 

x x i 


CB 


PHE A 

i iixj n 


81153 167 

U A 1 UU* 1 U 1 


2 373 


-2 469 


1 00 

X • uu 


o oo r 

U. UU V/ 




ATOM 

I 1 X UiU 


1158 

X X U U 


CG 


PHE A 

X IIXj il 


81153 932 


2 803 

u. U VI U 


-1 249 


1 00 

1* uu 


0 00 c 

U. U U U 




ATOM 

ill ulH 


1159 

1 X U *J 


CD1 


PHE A 

1 IIxj A 


81153 577 

U 1 1 U U* u 1 1 


3 955 

U. U *J u 


-0 564 

VI. U U*T 


1 00 

X • u u 


o oo r 

u. u u u 


15 


ATOM 

n x v/iu 


1 160 

X X U U 


CD2 


PHP A 

1 11U xx 


81155 004 


? 057 


-0 788 

U. 1 oo 


1 00 

X. UU 


o oo r 

U. uu u 




ATOM 

1 1 X v/iu 


1161 

1 X 1/ X 


CE1 

UU 1 


PHE A 

x lijj n 


81 1 54 278 


4 354 

*±. U U *X 


0 558 

VI. UUO 


1 00 

1. U u 


o oo r 

u. uu u 




ATOM 

A X V/iu 


1162 

X X VI It 


CE2 


PHE A 

1 llXJ il 


81155 708 

O 1 1 U U. 1 U U 


2 451 

*tu 1 


0 334 

VI. Jut 


1 00 

1 . U U 


n oo r 

u. uu u 




ATOM 

ill vIU 


1163 


cz 


PHE A 

X lllv i\ 


81155 345 

U 1 1 U U . UTU 


3 600 

U. U VI VI 


1 008 

1 . VI u u 


1 00 

1 • U U 


o oo r 

U. UU V/ 




ATOM 

IX X Will 


1164 

1 1 


H 


PHE A 

X IIXj XX 


81153 800 

U i 1 uu. U U U 


-0 062 

VI. VI VI £f 


-1 991 

1 . U Zf X 


1 00 

1 . u u 


0 00 H 

U. UU 11 


20 


ATOM 

IX X w 1U 


1165 

X X VI U 


HA 

1X11 


PHE A 

X IIXj IX 


81151 511 

U 1 1 U 1 . U 1 I 


1 559 


-1 385 

1 . UUU 


1 00 

1 . u u 


0 00 H 

U. UU 11 




ATOM 

ill uiu 


1166 

1 i vU 


1HB 


PHE A 

X XXXJ IX 


81153 881 

U 1 1 U U » UU 1 


2 030 


-3 203 

U. UUU 


1 00 

1 • u u 


0 00 H 

U. UU 11 




ATOM 


1167 


2HB 


PHE A 


81152 644 


3 235 


-2 856 

• UUU 


1 00 

1 . u u 


0 00 H 

U • U U 11 




ATOM 


1168 


HD1 


PHE A 


81152 742 

yj X X V Li* 1 Ttu 


4 544 


-0 915 

U« «/ x u 


1 00 

1 • u u 


0 00 H 

U. U U 11 




ATOM 


1169 


HD2 


PHE A 


81155 289 

U X X U U • Li \J \J 


1 158 

1 • 1 uu 


-1. 315 


1 00 

X * u u 


0 00 H 

U. UU 11 


25 


ATOM 


1170 


HE1 


PHE A 


81153 992 

Ul iU U. \J %J Lt 


5 253 

U. LlUU 


1. 082 


1 00 

X • u u 


0 00 H 

U. UU 11 




A10M 


1171 

11 1 1 


tiki 


DUE A 

rnb A 


01 1 rn r yin 

olloo. 543 


1 ocn 

l. 860 


fi coo 

U. boo 


1. 00 


n f\f\ tt 

0. 00 H 




ATOM 


1172 


HZ 


PHE A 


81155. 895 


3. 910 


1. 884 


1. 00 


0. 00 H 




ATOM 


1173 


N 


VAL A 


82150. 136 


l. 635 


-3. 480 


1. 00 


0. 00 N 




ATOM 


1174 


CA 


VAL A 


82149. 229 


l. 481 


-4. 612 


1. 00 


0. 00 C 



WO 2004/016781 PCT/JP2003/010288 

W 187 W 

ATOM 1175 C VAL A 82148.290 2.677 -4.731 1.00 0. 00 C 

ATOM 1176 0 VAL A 82148.185 3.490 -3.813 1.00 0.00 0 

ATOM 1177 CB VAL A 82148.392 0.195 -4.492 1.00 0. 00 C 

ATOM 1178 CGI VAL A 82149.267 -1.034 -4.677 1.00 0. 00 C 

5 ATOM 1179 CG2 VAL A 82147.673 0.150 -3.151 1.00 0. 00 C 

ATOM 1180 H VAL A 82149.874 2.213 -2.734 1.00 0. 00 H 

ATOM 1181 HA VAL A 82149.826 1.414 -5.510 1.00 0. 00 H 

ATOM 1182 HB VAL A 82147.648 0.200 -5.274 1.00 0. 00 H 

ATOM 1183 1HG1 VAL A 82149.980 -1.095 -3.866 1.00 0. 00 H 

10 ATOM 1184 2HG1 VAL A 82149.796 -0.961 -5.616 1.00 0. 00 H 

ATOM 1185 3HG1 VAL A 82148.650 -1.920 -4.680 1.00 0. 00 H 

ATOM 1186 1HG2 VAL A 82146.739 -0.382 -3.261 1.00 0. 00 H 

ATOM 1187 2HG2 VAL A 82147.476 1.157 -2.815 1.00 0. 00 H 

ATOM 1188 3HG2 VAL A 82148.293 -0.357 -2.428 1.00 0. 00 H 

15 ATOM 1189 N LYS A 83147.610 2.775 -5.868 1.00 0. 00 N 

ATOM 1190 CA LYS A 83146.677 3.871 -6.108 1.00 0. 00 C 

ATOM 1191 C LYS A 83145.454 3.754 -5.206 1.00 0. 00 C 

ATOM 1192 0 LYS A 83144.760 2.738 -5.212 1.00 0.00 0 

ATOM 1193 CB LYS A 83146.244 3.888 -7.574 1.00 0. 00 C 

20 ATOM 1194 CG LYS A 83147.383 4.164 -8.542 1.00 0. 00 C 

ATOM 1195 CD LYS A 83147.037 3.716 -9.953 1.00 0. 00 C 

ATOM 1196 CE LYS A 83147.527 4.712 -10.991 1.00 0. 00 C 

ATOM 1197 NZ LYS A 83147.970 4.039 -12.243 1.00 0. 00 N 

ATOM 1198 H LYS A 83147.736 2.095 -6.562 1.00 0. 00 H 

25 ATOM 1199 HA LYS A 83147.188 4.796 -5.882 1.00 0. 00 H 

ATOM 1200 1HB LYS A 83145.815 2.929 -7.822 1.00 0. 00 H 

ATOM 1201 2HB LYS A 83145.494 4.653 -7.708 1.00 0. 00 H 

ATOM 1202 1HG LYS A 83147.585 5.225 -8.552 1.00 0. 00 H 

ATOM 1203 2HG LYS A 83148.262 3.631 -8.210 1.00 0. 00 H 
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10.141 1.00 0. 00 H 

10. 037 1. 00 0. 00 H 

11. 225 1. 00 0. 00 H 
10.576 1.00 0. 00 H 
12.361 1.00 0.00 H 

12. 204 1. 00 0. 00 H 
•13. 064 1. 00 0. 00 H 
-4. 432 1. 00 0. 00 N 
-3. 523 1. 00 0. 00 C 
-4. 288 1. 00 0. 00 C 
-3. 782 1. 00 0. 00 0 
-2. 733 1. 00 0. 00 C 
-1. 822 1. 00 0. 00 C 
-0. 605 1. 00 0. 00 C 
-1. 396 1. 00 0. 00 C 
-4. 474 1. 00 0. 00 H 
-2. 834 1. 00 0. 00 H 
-2. 125 1. 00 0. 00 H 
-3. 437 1. 00 0. 00 H 
-2. 365 1. 00 0. 00 H 
-0. 159 1. 00 0. 00 H 

0. 115 1. 00 0. 00 H 

-0. 906 1. 00 0. 00 H 

-0. 986 1. 00 0. 00 H 

-0. 648 1. 00 0. 00 H 

-2. 254 1. 00 0. 00 H 

-5. 508 1. 00 0. 00 N 

-6. 343 1. 00 0. 00 C 

-6. 689 1. 00 0. 00 C 
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3. 274 -6. 936 1. 00 0. 00 0 
5. 896 -7. 627 1. 00 0. 00 C 
5. 597 -8. 352 1. 00 0. 00 C 
6.026 -9. 810 1. 00 0. 00 C 

4. 847 -10. 728 1. 00 0. 00 C 
4.463 -11. 521 1. 00 0. 00 N 

5. 637 -5. 856 1. 00 0. 00 H 

5. 494 -5. 786 1. 00 0. 00 H 
5.681 -8.297 1.00 0. 00 H 

6. 947 -7. 379 1. 00 0. 00 H 
6. 131 -7. 866 1. 00 0. 00 H 
4. 535 -8. 307 1. 00 0. 00 H 
6. 754 -9. 927 1. 00 0. 00 H 
6. 470 -10. 086 1. 00 0. 00 H 

4. 003 -10. 129 1. 00 0. 00 H 

5. 116 -11. 406 1. 00 0. 00 H 

3. 427 -11. 599 1. 00 0. 00 H 

4. 815 -11. 058 1. 00 0. 00 H 
4. 869 -12. 477 1. 00 0. 00 H 

2. 794 -6. 705 1. 00 0. 00 N 
1. 380 -7. 019 1. 00 0. 00 C 
0. 539 -5. 747 1. 00 0. 00 C 

-0. 613 -5. 743 1. 00 0. 00 0 

0. 904 -7. 936 1. 00 0. 00 C 

1. 779 -9. 038 1. 00 0. 00 0 

3. 136 -6. 500 1. 00 0. 00 H 
1. 264 -7. 533 1. 00 0. 00 H 
0. 869 -7. 378 1. 00 0. 00 H 
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ATOM 1262 HG SERA 86142.512 1.998 -9.406 1.00 0. 00 H 

ATOM 1263 N CYS A 87141.537 1.122 -4.669 1.00 0. 00 N 

ATOM 1264 CA CYS A 87141.454 0.427 -3.390 1.00 0. 00 C 

ATOM 1265 C CYS A 87140.001 0.231 -2.970 1.00 0. 00 C 

5 ATOM 1266 0 CYS A 87139.186 1.148 -3.073 1.00 0.00 0 

ATOM 1267 CB CYS A 87142.207 1.208 -2.311 1.00 0. 00 C 

ATOM 1268 SG CYS A 87144. 005 1. 180 -2. 501 1. 00 0. 00 S 

ATOM 1269 H CYS A 87141.206 2.042 -4.735 1.00 0. 00 H 

ATOM 1270 HA CYS A 87141.916 -0.542 -3.508 1.00 0. 00 H 

10 ATOM 1271 1HB CYS A 87141.891 2.239 -2.337 1.00 0. 00 H 

ATOM 1272 2HB CYS A 87141.972 0.788 -1.344 1.00 0. 00 H 

ATOM 1273 HG CYS A 87144.394 1.095 -1.627 1.00 0. 00 H 

ATOM 1274 N ARG A 88139.683 -0.971 -2.498 1.00 0. 00 N 

ATOM 1275 CA ARG A 88138.328 -1.288 -2.063 1.00 0. 00 C 

15 ATOM 1276 C ARG A 88138.292 -1.575 -0.563 1.00 0. 00 C 

ATOM 1277 0 ARG A 88139. 234 -2. 142 -0. 010 1. 00 0. 00 0 

ATOM 1278 CB ARG A 88137.790 -2.492 -2.839 1.00 0. 00 C 

ATOM 1279 CG ARG A 88136.954 -2.109 -4.051 1.00 0. 00 C 

ATOM 1280 CD ARG A 88135. 509 -2. 558 -3. 902 1. 00 0. 00 C 

20 ATOM 1281 NE ARG A 88135.240 -3.791 -4.638 1.00 0. 00 N 

ATOM 1282 CZ ARG A 88134.146 -4.531 -4.470 1. 00 0. 00 C 

ATOM 1283 NH1 ARG A 88133.219 -4.168 -3.594 1.00 0. 00 N 

ATOM 1284 NH2 ARG A 88133.980 -5.638 -5.181 1.00 0. 00 N 

ATOM 1285 H ARG A 88140.377 -1.660 -2.441 1.00 0. 00 H 

25 ATOM 1286 HA ARG A 88137.706 -0.430 -2.269 1.00 0. 00 H 

ATOM 1287 1HB ARG A 88138.623 -3.088 -3.178 1.00 0. 00 H 

ATOM 1288 2HB ARG A 88137. 176 -3. 087 -2. 178 1. 00 0. 00 H 

ATOM 1289 1HG ARG A 88136.976 -1.035 -4.167 1.00 0. 00 H 

ATOM 1290 2HG ARG A 88137. 378 -2. 575 -4. 929 1. 00 0. 00 H 
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ATOM 1291 1HD ARG A 88135.304 -2.724 -2.854 1.00 0. 00 H 

ATOM 1292 2HD ARG A 88134.862 -1.778 -4.275 1.00 0. 00 H 

ATOM 1293 HE ARG A 88135.910 -4.082 -5.292 1.00 0. 00 H 

ATOM 1294 1HH1 ARG A 88133.338 -3.334 -3.054 1.00 0. 00 H 

5 ATOM 1295 2HH1 ARG A 88132.399 -4.728 -3.472 1.00 0. 00 H 

ATOM 1296 1HH2 ARG A 88134.676 -5.917 -5.843 1.00 0. 00 H 

ATOM 1297 2HH2 ARG A 88133.159 -6.194 -5.055 1.00 0. 00 H 

ATOM 1298 N PROA 89137.198 -1.187 0.118 1.00 0. 00 N 

ATOM 1299 CA PROA 89137.048 -1.408 1.560 1.00 0. 00 C 

10 ATOM 1300 C PROA 89137.285 -2.863 1.950 1.00 0. 00 C 

ATOM 1301 0 PROA 89136.808 -3.781 1.282 1.00 0.00 0 

ATOM 1302 CB PROA 89135.594 -1.013 1.832 1.00 0. 00 C 

ATOM 1303 CG PROA 89135.252 -0.054 0.744 1.00 0. 00 C 

ATOM 1304 CD PROA 89136.026 -0.505 -0.463 1.00 0. 00 C 

15 ATOM 1305 HA PROA 89137.710 -0.771 2.128 1.00 0. 00 H 

ATOM 1306 1HB PROA 89134.967 -1.892 1.797 1.00 0. 00 H 

ATOM 1307 2HB PROA 89135.520 -0.549 2.803 1.00 0. 00 H 

ATOM 1308 1HG PROA 89134.191 -0.090 0.545 1.00 0. 00 H 

ATOM 1309 2HG PROA 89135.548 0.945 1.028 1.00 0. 00 H 

20 ATOM 1310 1HD PROA 89135.436 -1. 189 -1.056 1.00 0. 00 H 

ATOM 1311 2HD PROA 89136.329 0.346 -1.055 1.00 0. 00 H 

ATOM 1312 N ASP A 90138.026 -3.066 3.035 1.00 0. 00 N 

ATOM 1313 CA ASP A 90138.326 -4.409 3.514 1.00 0. 00 C 

ATOM 1314 C ASP A 90137.405 -4.795 4.667 1.00 0. 00 C 

25 ATOM 1315 0 ASP A 90137.387 -4. 137 5.706 1.00 0.00 0 

ATOM 1316 CB ASP A 90139.786 -4.499 3.961 1.00 0. 00 C 

ATOM 1317 CG ASP A 90140.288 -5.929 4.013 1.00 0. 00 C 

ATOM 1318 0D1 ASP A 90139.463 -6.840 4.238 1. 00 0.00 0 

ATOM 1319 0D2 ASP A 90141.506 -6.138 3.828 1.00 0.00 0 



WO 2004/016781 PCT/JP2003/010288 
V 192 V 

ATOM 1320 H ASP A 90138.378 -2.294 3.525 1.00 0. 00 H 

ATOM 1321 HA ASP A 90138.167 -5.097 2.696 1.00 0. 00 H 

ATOM 1322 1HB ASP A 90140. 403 -3. 947 3. 268 1. 00 0. 00 H 

ATOM 1323 2HB ASP A 90139.881 -4.067 4.946 1.00 0. 00 H 

5 ATOM 1324 N SERA 91136.640 -5.865 4.475 1.00 0. 00 N 

ATOM 1325 CA SERA 91135.716 -6.338 5.498 1.00 0. 00 C 

ATOM 1326 C SERA 91136.321 -7.495 6.286 1.00 0. 00 C 

ATOM 1327 0 SERA 91135.606 -8.375 6.764 1.00 0.00 0 

ATOM 1328 CB SERA 91134.396 -6.776 4.860 1.00 0. 00 C 

10 ATOM 1329 OG SERA 91133.310 -6.584 5.749 1.00 0.00 0 

ATOM 1330 H SERA 91136.699 -6.348 3.624 1.00 0. 00 H 

ATOM 1331 HA SERA 91135.523 -5.519 6.175 1.00 0. 00 H 

ATOM 1332 1HB SERA 91134.221 -6.196 3.966 1.00 0. 00 H 

ATOM 1333 2HB SERA 91134.454 -7.824 4.603 1.00 0. 00 H 

15 ATOM 1334 HG SERA 91133.107 -7.412 6.191 1.00 0. 00 H 

ATOM 1335 N ARG A 92137.643 -7.487 6.418 1.00 0. 00 N 

ATOM 1336 CA ARG A 92138.345 -8.536 7.149 1.00 0. 00 C 

ATOM 1337 C ARG A 92137.999 -8.490 8.633 1.00 0. 00 C 

ATOM 1338 0 ARG A 92137.991 -9.519 9.310 1.00 0.00 0 

20 ATOM 1339 CB ARG A 92139.856 -8.395 6.960 1.00 0. 00 C 

ATOM 1340 CG ARG A 92140.387 -9.117 5.733 1.00 0. 00 C 

ATOM 1341 CD ARG A 92140.922 -10.495 6.085 1.00 0. 00 C 

ATOM 1342 NE ARG A 92139.849 -11.470 6.267 1.00 0. 00 N 

ATOM 1343 CZ ARG A 92140.030 -12.682 6.784 1.00 0. 00 C 

25 ATOM 1344 NH1 ARG A 92141.238 -13.075 7.169 1.00 0. 00 N 

ATOM 1345 NH2 ARG A 92138.999 -13.508 6.915 1.00 0. 00 N 

ATOM 1346 H ARG A 92138.160 -6.758 6.014 1.00 0. 00 H 

ATOM 1347 HA ARG A 92138.029 -9.488 6.747 1.00 0. 00 H 

ATOM 1348 1HB ARG A 92140.099 -7.347 6.869 1.00 0. 00 H 
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ATOM 


1349 


2HB ARG A 


92140. 355 


-8. 796 




ATOM 


1350 


1HG ARG A 


92139. 586 


-9. 225 




ATOM 


1351 


2HG ARG A 


92141. 183 


-8. 530 




ATOM 


1352 


1HD ARG A 


92141. 568 - 


-10. 830 


5 


ATOM 


1353 


2HD ARG A 


92141.491 • 


-10.423 




ATOM 


1354 


HE ARG A 


92138. 947 • 


-11. 206 




ATOM 


1355 


1HH1 ARG A 


92142. 019 • 


-12. 458 




ATOM 


1356 


2HH1 ARG A 


92141. 367 


-13. 988 




ATOM 


1357 


1HH2 ARG A 


92138. 087 


-13. 217 


10 


ATOM 


1358 


2HH2 ARG A 


92139. 135 


-14.418 




ATOM 


1359 


N PHE A 


93137. 713 


-7. 293 




ATOM 


1360 


CA PHE A 


93137. 366 


-7. 114 




ATOM 


1361 


C PHE A 


93136. 006 


-6. 439 




ATOM 


1362 


0 PHE A 


93135. 761 


-5. 713 


15 


ATOM 


1363 


CB PHE A 


93138. 437 


-6. 284 




ATOM 


1364 


CG PHE A 


93139. 732 


-7. 019 




ATOM 


1365 


CD1 PHE A 


93140. 508 


-7. 389 




ATOM 


1366 


CD2 PHE A 


93140. 173 


-7. 340 




ATOM 


1367 


CE1 PHE A 


93141. 701 


-8. 064 


20 


ATOM 


1368 


CE2 PHE A 


93141. 365 


-8. 015 




ATOM 


1369 


CZ PHE A 


93142. 129 


-8. 378 




ATOM 


1370 


H PHE A 


93137. 736 


-6. 511 




ATOM 


1371 


HA PHE A 


93137. 320 


-8. 091 




ATOM 


1372 


1HB PHE A 


93138. 644 


-5. 400 


25 


ATOM 


1373 


2HB PHE A 


93138. 069 


-5. 989 




ATOM 


Id (fl 


HD1 PHE A 


93140. 174 


-7. 143 




ATOM 


1375 


HD2 PHE A 


93139. 576 


-7. 057 




ATOM 


1376 


HE1 PHE A 


93142. 296 


-8. 347 




ATOM 


1377 


HE2 PHE A 


93141. 697 


-8. 260 
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7.831 1.00 0. 00 H 

5.016 1.00 0. 00 H 

5. 299 1. 00 0. 00 H 

5. 287 1. 00 0. 00 H 

7. 001 1. 00 0. 00 H 

5. 990 1. 00 0. 00 H 
7. 074 1. 00 0. 00 H 
7. 557 1. 00 0. 00 H 

6. 626 1. 00 0. 00 H 

7. 303 1. 00 0. 00 H 

9. 133 1. 00 0. 00 N 
10. 538 1. 00 0. 00 C 

10. 683 1. 00 0. 00 C 

11. 646 1. 00 0. 00 0 

11. 248 1. 00 0. 00 C 
11.447 1.00 0. 00 C 

10. 360 1. 00 0. 00 C 

12. 721 1. 00 0. 00 C 

10. 540 1. 00 0. 00 C 

12. 907 1. 00 0. 00 C 

11. 815 1. 00 0. 00 C 

8. 543 1. 00 0. 00 H 
10. 995 1. 00 0. 00 H 
10. 663 1. 00 0. 00 H 

12. 219 1. 00 0. 00 H 

9. 362 1. 00 0. 00 H 

13. 575 1. 00 0. 00 H 
9. 684 1. 00 0. 00 H 

13. 905 1. 00 0. 00 H 
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ATOM 1378 HZ PHE A 93143.060 -8.906 11.957 1.00 0. 00 H 

ATOM 1379 N ALA A 94135.123 -6.684 9.719 1.00 0. 00 N 

ATOM 1380 CA ALA A 94133.788 -6.099 9.741 1.00 0. 00 C 

ATOM 1381 C ALA A 94132.772 -7.072 10.327 1.00 0. 00 C 

5 ATOM 1382 0 ALA A 94132.691 -8.228 9.909 1.00 0.00 0 

ATOM 1383 CB ALA A 94133.373 -5.682 8.337 1.00 0. 00 C 

ATOM 1384 H ALA A 94135.376 -7.271 8.976 1.00 0. 00 H 

ATOM 1385 HA ALA A 94133.822 -5.214 10.358 1.00 0. 00 H 

ATOM 1386 1HB ALA A 94134.251 -5.568 7.721 1.00 0. 00 H 

10 ATOM 1387 2HB ALA A 94132.841 -4.743 8.384 1.00 0. 00 H 

ATOM 1388 3HB ALA A 94132.730 -6.439 7.913 1.00 0. 00 H 

ATOM 1389 N SERA 95131.999 -6.600 11.299 1.00 0. 00 N 

ATOM 1390 CA SERA 95130.987 -7.428 11.944 1.00 0. 00 C 

ATOM 1391 C SERA 95129.662 -7.353 11.194 1.00 0. 00 C 

15 ATOM 1392 0 SERA 95129.017 -6.305 11.158 1.00 0.00 0 

ATOM 1393 CB SERA 95130.791 -6.992 13.397 1.00 0. 00 C 

ATOM 1394 OG SERA 95130.890 -5.584 13.525 1.00 0.00 0 

ATOM 1395 H SERA 95132.110 -5.670 11.589 1.00 0. 00 H 

ATOM 1396 HA SERA 95131.338 -8.450 11.928 1.00 0. 00 H 

20 ATOM 1397 1HB SERA 95129.814 -7.304 13.735 1.00 0. 00 H 

ATOM 1398 2HB SERA 95131.549 -7.453 14.013 1.00 0. 00 H 

ATOM 1399 HG SERA 95130.226 -5.272 14.144 1.00 0. 00 H 

ATOM 1400 N LEU A 96129.260 -8.471 10.598 1.00 0. 00 N 

ATOM 1401 CA LEU A 96128.010 -8.531 9.849 1.00 0. 00 C 

25 ATOM 1402 C LEU A 96127.168 -9.724 10.295 1.00 0. 00 C 

ATOM 1403 0 LEU A 96126.898 -10.636 9.512 1.00 0.00 0 

ATOM 1404 CB LEU A 96128.294 -8.620 8.348 1.00 0. 00 C 

ATOM 1405 CG LEU A 96128.449 -7.275 7.638 1.00 0. 00 C 

ATOM 1406 CD 1 LEU A 96129.872 -6.756 7.782 1.00 0. 00 C 
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ATOM 1407 CD 2 LEU A 96128.074 -7.403 6.170 1.00 0. 00 C 

ATOM 1408 H LEU A 96129.818 -9.273 10.663 1.00 0. 00 H 

ATOM 1409 HA LEU A 96127.459 -7.624 10.049 1.00 0. 00 H 

ATOM 1410 1HB LEU A 96129. 204 -9. 186 8. 209 1. 00 0. 00 H 

5 ATOM 1411 2HB LEU A 96127.483 -9.158 7.881 1.00 0. 00 H 

ATOM 1412 HG LEU A 96127.785 -6.556 8.093 1.00 0. 00 H 

ATOM 1413 1HD1 LEU A 96130.148 -6.210 6.893 1.00 0. 00 H 

ATOM 1414 2HD1 LEU A 96130.546 -7.589 7.917 1.00 0. 00 H 

ATOM 1415 3HD1 LEU A 96129. 932 -6. 102 8. 639 1. 00 0. 00 H 

10 ATOM 1416 1HD2 LEU A 96128. 564 -6. 626 5. 603 1. 00 0. 00 H 

ATOM 1417 2HD2 LEU A 96127.003 -7.305 6.063 1.00 0. 00 H 

ATOM 1418 3HD2 LEU A 96128.385 -8.368 5.800 1.00 0. 00 H 

ATOM 1419 N GLN A 97126.757 -9.711 11.559 1.00 0. 00 N 

ATOM 1420 CA GLN A 97125.947 -10.790 12.110 1.00 0. 00 C 

15 ATOM 1421 C GLN A 97124.516 -10.728 11.576 1.00 0. 00 C 

ATOM 1422 0 GLN A 97124.045 -11.665 10.932 1.00 0.00 0 

ATOM 1423 CB GLN A 97125.941 -10.721 13.640 1.00 0. 00 C 

ATOM 1424 CG GLN A 97126.526 -11.955 14.306 1.00 0. 00 C 

ATOM 1425 CD GLN A 97127.328 -11.623 15.549 1.00 0. 00 C 

20 ATOM 1426 0E1 GLN A 97128.215 -10.768 15.519 1.00 0.00 0 

ATOM 1427 NE2 GLN A 97127.020 -12.297 16.650 1.00 0. 00 N 

ATOM 1428 H GLN A 97127.004 -8.958 12.134 1.00 0. 00 H 

ATOM 1429 HA GLN A 97126.390 -11.726 11.804 1.00 0. 00 H 

ATOM 1430 1HB GLN A 97126.519 -9.863 13.952 1.00 0. 00 H 

25 ATOM 1431 2HB GLN A 97124.924 -10.602 13.982 1.00 0. 00 H 

ATOM 1432 1HG GLN A 97125.719 -12.616 14.585 1.00 0. 00 H 

ATOM 1433 2HG GLN A 97127.173 -12.457 13.601 1.00 0. 00 H 

ATOM 1434 1HE2 GLN A 97126. 303 -12. 963 16. 600 1. 00 0. 00 H 

ATOM 1435 2HE2 GLN A 97127. 523 -12. 101 17. 468 1. 00 0. 00 H 
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ATOM 1436 N PRO A 98123.805 -9.618 11.839 1.00 0. 00 N 

ATOM 1437 CA PROA 98122.423 -9.441 11.383 1.00 0. 00 C 

ATOM 1438 C PROA 98122.336 -9.185 9.882 1.00 0. 00 C 

ATOM 1439 0 PROA 98121.504 -9.772 9.190 1.00 0.00 0 

5 ATOM 1440 CB PROA 98121.948 -8.215 12.163 1.00 0. 00 C 

ATOM 1441 CG PROA 98123.189 -7.437 12.434 1.00 0. 00 C 

ATOM 1442 CD PROA 98124.289 -8.450 12.603 1.00 0. 00 C 

ATOM 1443 HA PROA 98121.811 -10.293 11.637 1.00 0. 00 H 

ATOM 1444 1HB PROA 98121.251 -7.650 11.562 1.00 0. 00 H 

10 ATOM 1445 2HB PROA 98121.472 -8.530 13.079 1.00 0. 00 H 

ATOM 1446 1HG PROA 98123.404 -6.786 11.600 1.00 0. 00 H 

ATOM 1447 2HG PROA 98123.070 -6.861 13.341 1.00 0. 00 H 

ATOM 1448 1HD PROA 98125.213 -8.076 12.188 1.00 0. 00 H 

ATOM 1449 2HD PROA 98124.416 -8.700 13.646 1.00 0. 00 H 

15 ATOM 1450 N SERA 99123.200 -8.306 9.385 1.00 0. 00 N 

ATOM 1451 CA SERA 99123.219 -7.974 7.965 1.00 0. 00 C 

ATOM 1452 C" SERA 99121.874 -7.407 7.521 1.00 0. 00 C 

ATOM 1453 0 SERA 99121.020 -7.091 8.348 1.00 0.00 0 

ATOM 1454 CB SERA 99123.566 -9.211 7.134 1.00 0. 00 C 

20 ATOM 1455 OG SERA 99124.331 -8.862 5.994 1.00 0.00 0 

ATOM 1456 H SERA 99123.840 -7.871 9.986 1.00 0. 00 H 

ATOM 1457 HA SERA 99123.981 -7.223 7.811 1.00 0. 00 H 

ATOM 1458 1HB SERA 99124.136 -9.899 7.738 1.00 0. 00 H 

ATOM 1459 2HB SERA 99122.654 -9.689 6.808 1.00 0. 00 H 

25 ATOM 1460 HG SERA 99124.982 -9.547 5.823 1.00 0. 00 H 

ATOM 1461 N GLY A 100121. 693 -7.282 6.210 1.00 0. 00 N 

ATOM 1462 CA GLY A 100120. 450 -6.753 5.680 1.00 0. 00 C 

ATOM 1463 C GLY A 100119. 356 -7.803 5.611 1.00 0. 00 C 

ATOM 1464 0 GLY A 100119. 639 -8.982 5.399 1.00 0.00 0 
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1465 H GLY A 100122. 411 -7.550 5.597 1.00 0. 00 H 

1466 1HA GLY A 100120. 118 -5.944 6.312 1.00 0. 00 H 

1467 2HA GLY A 100120. 628 -6.370 4.686 1.00 0. 00 H 

1468 N PRO A 101118. 085 -7.404 5.789 1.00 0. 00 N 

1469 CA PRO A 101116. 952 -8.333 5.743 1.00 0. 00 C 

1470 C PRO A 101116. 660 -8.821 4.328 1.00 0. 00 C 

1471 0 PRO A 101116. 427 -8.023 3.421 1.00 0.00 0 

1472 CB PRO A 101115. 786 -7.494 6.269 1.00 0. 00 C 

1473 CG PRO A 101116. 154 -6.088 5.942 1.00 0. 00 C 

1474 CD PRO A 101117. 653 -6.016 6.049 1.00 0. 00 C 

1475 HA PROA 101117.110 -9.182 6.391 1.00 0. 00 H 

1476 1HB PRO A 101114. 873 -7.791 5.773 1.00 0. 00 H 

1477 2HB PRO A 101115. 686 -7.638 7.335 1.00 0. 00 H 

1478 1HG PRO A 101115. 838 -5.850 4.937 1.00 0. 00 H 

1479 2HG PRO A 101115. 696 -5.414 6.650 1.00 0. 00 H 

1480 1HD PRO A 101118. 052 -5.343 5.304 1.00 0. 00 H 

1481 2HD PRO A 101117. 947 -5.701 7.039 1.00 0. 00 H 

1482 N SER A 102116. 674 -10. 138 4.148 1.00 0. 00 N 

1483 CA SER A 102116. 412 -10. 733 2.842 1.00 0. 00 C 

1484 C SER A 102116. 109 -12. 222 2.974 1.00 0. 00 C 

1485 0 SER A 102114. 991 -12. 664 2.712 1.00 0.00 0 

1486 CB SER A 102117. 608 -10. 524 1.913 1.00 0. 00 C 

1487 OG SER A 102118. 116 -9.206 2.023 1.00 0.00 0 

1488 H SER A 102116. 867 -10. 723 4.910 1.00 0. 00 H 

1489 HA SER A 102115. 549 -10. 239 2.421 1.00 0. 00 H 

1490 1HB SER A 102118. 391 -11. 220 2.174 1.00 0. 00 H 

1491 2HB SER A 102117. 301 -10. 695 0.891 1.00 0. 00 H 

1492 HG SER A 102117. 394 -8.577 1.950 1.00 0. 00 H 

1493 N SER A 103117. 113 -12. 991 3. 383 1. 00 0. 00 N 
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ATOM 1494 CA SER A 103116. 954 -14. 431 3.549 1.00 0. 00 C 

ATOM 1495 C SER A 103116. 257 -14. 753 4.867 1.00 0. 00 C 

ATOM 1496 0 SER A 103115. 461 -15. 689 4.948 1.00 0.00 0 

ATOM 1497 CB SER A 103118. 316 -15. 125 3.496 1.00 0. 00 C 

5 ATOM 1498 OG SER A 103119. 347 -14. 261 3.943 1. 00 0.00 0 

ATOM 1499 H SER A 103117. 982 -12. 580 3.576 1.00 0. 00 H 

ATOM 1500 HA SER A 103116. 344 -14. 793 2.735 1.00 0. 00 H 

ATOM 1501 1HB SER A 103118. 297 -15. 999 4.129 1.00 0. 00 H 

ATOM 1502 2HB SER A 103118. 528 -15. 422 2.480 1.00 0. 00 H 

10 ATOM 1503 HG SER A 103119. 084 -13. 850 4.770 1.00 0. 00 H 

ATOM 1504 N GLY A 104116. 563 -13. 971 5.898 1.00 0. 00 N 

ATOM 1505 CA GLY A 104115. 957 -14. 190 7.198 1.00 0. 00 C 

ATOM 1506 C GLY A 104116. 797 -13. 632 8.330 1.00 0. 00 C 

ATOM 1507 0 GLY A 104116. 544 -12. 483 8.749 1.00 0.00 0 

15 ATOM 1508 OXT GLY A 104117. 710 -14. 346 8.800 1.00 0.00 0 

ATOM 1509 H GLY A 104117. 204 -13. 241 5.775 1.00 0. 00 H 

ATOM 1510 1HA GLY A 104114. 988 -13. 713 7.216 1.00 0. 00 H 

ATOM 1511 2HA GLY A 104115. 828 -15. 251 7.349 1.00 0. 00 H 

TER 1512 GLY A 104 

20 ENDMDL 

ATOM 1 N GLY A 1121.720 20.634 -14.920 1.00 0. 00 N 

ATOM 2 CA GLY A 1122.817 20.620 -15.926 1.00 0. 00 C 

25 ATOM 3 C GLY A 1124.008 19.798 -15.473 1.00 0. 00 C 

ATOM 4 0 GLY A 1124.328 18.773 -16.074 1.00 0.00 0 

ATOM 5 1H GLY A 1121.802 19.811 -14.289 1.00 0.00 H 

ATOM 6 2H GLY A 1120.797 20.600 -15.398 1.00 0. 00 H 

ATOM 7 3H GLY A 1121. 770 21. 502 -14. 350 1. 00 0. 00 H 
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ATOM 8 1HA GLY A 1122.439 20.205 -16.849 LOO 0. 00 H 

ATOM 9 2HA GLY A 1123. 140 21. 634 -16. 106 1. 00 0. 00 H 

ATOMIO N SERA 2124.667 20.251 -14.411 1.00 0. 00 N 

AT0M11 CA SERA 2125.830 19.552 -13.878 1.00 0. 00 C 

5 AT0M12 C SERA 2125.464 18.765 -12.623 1.00 0. 00 C 

AT0M13 0 SERA 2126.259 18.661 -11.690 1.00 0.00 0 

AT0M14 CB SERA 2126.948 20.547 -13.561 1.00 0. 00 C 

AT0M15 OG SERA 2126.520 21.513 -12.617 1. 00 0.00 0 

AT0M16 H SERA 2124.363 21.075 -13.976 1.00 0. 00 H 

10 AT0M17 HA SER A 2126.177 18.862 -14.633 1.00 0. 00 H 

ATOM 18 1HB SERA 2127.796 20.015 -13.156 1.00 0. 00 H 

ATOM 19 2HB SERA 2127.243 21.054 -14.469 1.00 0. 00 H 

ATOM20 HG SERA 2126.598 22.391 -12.998 1.00 0. 00 H 

AT0M21 N SERA 3124.255 18.213 -12.610 1.00 0. 00 N 

15 ATOM22 CA SERA 3123.782 17.436 -11.469 1.00 0. 00 C 

AT0M23 C SERA 3123.253 16.078 -11.920 1.00 0. 00 C 

AT0M24 0 SERA 3123.214 15.780 -13.113 1.00 0.00 0 

AT0M25 CB SERA 3122.690 18.201 -10.721 1.00 0. 00 C 

ATOM26 OG SERA 3122.954 19.592 -10.713 1.00 0.00 0 

20 AT0M27 H SERA 3123.666 18.332 -13.384 1.00 0. 00 H 

ATOM28 HA SERA 3124.619 17.280 -10.805 1.00 0. 00 H 

AT0M29 1HB SERA 3121.739 18.031 -11.206 1.00 0. 00 H 

AT0M30 2HB SERA 3122.641 17.848 -9.701 1.00 0. 00 H 

AT0M31 HG SERA 3123.781 19.758 -10.252 1.00 0. 00 H 

25 AT0M32 N GLY A 4122.847 15.258 -10.956 1.00 0. 00 N 

AT0M33 CA GLY A 4122.325 13.942 -11.272 1.00 0. 00 C 

AT0M34 C GLY A 4121.131 13.570 -10.416 1.00 0. 00 C 

AT0M35 0 GLY A 4120.014 13.442 -10.917 1.00 0.00 0 

AT0M36 H GLY A 4122.901 15.549 -10.021 1.00 0. 00 H 
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AT0M37 1HA GLY A 4122.029 13.925 -12.310 1.00 0. 00 H 

AT0M38 2HA GLY A 4123. 105 13. 211 -11. 120 1. 00 0. 00 H 

AT0M39 N SERA 5121.366 13.394 -9.120 1.00 0. 00 N 

AT0M40 CA SERA 5120.300 13.034 -8.191 1.00 0. 00 C 

5 AT0M41 C SERA 5120.725 13.292 -6.750 1.00 0. 00 C 

AT0M42 0 SERA 5121.804 13.829 -6.496 1.00 0.00 0 

AT0M43 CB SERA 5119.918 11.564 -8.367 1.00 0. 00 C 

AT0M44 OG SERA 5118.602 11.319 -7.902 1.00 0.00 0 

AT0M45 H SERA 5122.278 13.510 -8.780 1.00 0. 00 H 

10 AT0M46 HA SERA 5119.443 13.650 -8.417 1.00 0. 00 H 

AT0M47 1HB SERA 5119.969 11.303 -9.414 1.00 0. 00 H 

AT0M48 2HB SERA 5120.605 10.946 -7.809 1.00 0. 00 H 

AT0M49 HG SERA 5117.985 11.880 -8.377 1.00 0. 00 H 

ATOM50 N SERA 6119.871 12.904 -5.808 1.00 0. 00 N 

15 AT0M51 CA SERA 6120.158 13.094 -4.391 1.00 0. 00 C 

AT0M52 C SERA 6120.904 11.891 -3.822 1.00 0. 00 C 

AT0M53 0 SERA 6120.766 10.772 -4.314 1.00 0.00 0 

AT0M54 CB SERA 6118.860 13.318 -3.612 1.00 0. 00 C 

ATOM55-OG SERA 6118.541 14.697 -3.538 1.00 0.00 0 

20 AT0M56 H SERA 6119.027 12.481 -6.073 1.00 0. 00 H 

AT0M57 HA SERA 6120.782 13.969 -4.293 1.00 0. 00 H 

AT0M58 1HB SERA 6118.052 12.801 -4.106 1.00 0. 00 H 

AT0M59 2HB SERA 6118.975 12.933 -2.609 1.00 0. 00 H 

AT0M60 HG SERA 6118.107 14.880 -2.702 1.00 0. 00 H 

25 AT0M61 N GLY A 7121.697 12.132 -2.782 1.00 0. 00 N 

AT0M62 CA GLY A 7122.455 11.059 -2.163 1.00 0. 00 . C 

AT0M63 C GLY A 7123.939 11.360 -2.100 1.00 0. 00 C 

AT0M64 0 GLY A 7124.349 12.392 -1.568 1.00 0.00 0 

AT0M65 H GLY A 7121.768 13.044 -2.433 1.00 0. 00 H 
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# 






ATOM66 


1HA 


GLY A 


7122.086 




AT0M67 


2HA 


GLY A 


7122. 306 




AT0M68 


N 


LEU A 


8124. 747 




AT0M69 


CA 


LEU A 


8126. 195 


5 


AT0M70 


C 


LEU A 


8126.735 




AT0M71 


0 


LEU A 


8126.956 




AT0M72 


CB 


LEU A 


8126. 578 




AT0M73 


CG 


LEU A 


8126.391 




AT0M74 


CD1 


LEU A 


8125. 132 


10 


ATOM75 


CD2 LEU A 


8127. 609 




AT0M76 


H 


LEU A 


8124. 360 




AT0M77 


HA 


LEU A 


8126. 631 




AT0M78 


1HB 


LEU A 


8125. 979 




AT0M79 


2HB 


LEU A 


8127.617 


15 


AT0M80 


HG 


LEU A 


8126. 281 




AT0M81 


1HD1 


LEU A 


8125. 389 




AT0M82 


2HD1 


LEU A 


8124. 442 




AT0M83 


3HD1 


LEU A 


8124. 669 




AT0M84 


1HD2 LEU A 


8127. 471 


20 


AT0M85 


2HD2 LEU A 


8128. 489 




AT0M86 


3HD2 LEU A 


8127. 731 




AT0M87 


N 


ALA A 


9126. 946 
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201 
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10. 908 -1. 159 1. 00 0. 00 H 

10. 153 -2. 730 1. 00 0. 00 H 

10. 455 -2. 645 1. 00 0. 00 N 

10. 628 -2. 648 1. 00 0. 00 C 

10. 727 -1. 225 1. 00 0. 00 C 

11. 822 -0. 708 1. 00 0. 00 0 
11. 881 -3. 439 1. 00 0. 00 C 

11. 771 -4. 954 1. 00 0. 00 C 

12. 503 -5. 392 1. 00 0. 00 C 
12. 320 -5. 684 1. 00 0. 00 C 

9. 653 -3. 053 1. 00 0. 00 H 

9. 764 -3. 127 1. 00 0. 00 H 

12. 704 -3. 080 1. 00 0. 00 H 

12. 101 -3. 241 1. 00 0. 00 H 

10. 731 -5. 222 1. 00 0. 00 H 

13. 502 -5. 716 1. 00 0. 00 H 
12. 560 -4. 564 1. 00 0. 00 H 

11. 968 -6. 208 1. 00 0. 00 H 

12. 206 -6. 749 1. 00 0. 00 H 
11. 776 -5. 375 1. 00 0. 00 H 

13. 366 -5. 447 1. 00 0. 00 H 
9. 575 -0. 597 1. 00 0. 00 N 
9. 530 0. 766 1. 00 0. 00 C 
9. 538 0. 777 1. 00 0. 00 C 
8. 618 1. 295 1. 00 0. 00 0 
8.302 1.490 1.00 0.00 C 
8. 734 -1. 062 1. 00 0. 00 H 

10.408 1. 285 1. 00 0. 00 H 

7. 446 0. 834 1. 00 0. 00 H 
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3 HE 
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CA 
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11131. 448 


14. 531 




ATOM 


116 
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PRO A 


11132. 950 


14. 732 




ATOM 


117 
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PRO A 


11133. 376 


15. 329 




ATOM 


118 


CB 
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11130. 946 


15. 355 
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ATOM 


119 


CG 
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11129. 966 


14. 479 




ATOM 


120 


CD 


PRO A 


11130. 402 


13. 063 




ATOM 


121 


HA 


PRO A 


11130. 931 


14. 840 




ATOM 


122 


1HB 


PRO A 


11131.778 


15. 610 




ATOM 


123 


2HB 


PRO A 


11130. 476 


16. 258 



-1. 405 1. 00 0. 00 0 

-0. 779 1. 00 0. 00 C 

-2. 083 1. 00 0. 00 C 

-3. 535 1. 00 0. 00 S 

-4. 404 1. 00 0. 00 C 

-0. 194 1. 00 0. 00 H 

1. 143 1. 00 0. 00 H 

-1. 014 1. 00 0. 00 H 

-0. 261 1. 00 0. 00 H 

-2. 075 1. 00 0. 00 H 

-2. 151 1. 00 0. 00 H 

-4. 838 1. 00 0. 00 H 

-5. 186 1. 00 0. 00 H 

-3. 711 1. 00 0. 00 H 

0. 447 1. 00 0. 00 N 

0. 093 1. 00 0. 00 C 
-0. 102 1. 00 0. 00 C 
-1. 090 1. 00 0. 00 0 

1. 283 1. 00 0. 00 C 
1. 987 1. 00 0. 00 C 
1. 735 1. 00 0. 00 C 

-0. 803 1. 00 0. 00 H 

1. 923 1. 00 0. 00 H 

0. 923 1. 00 0. 00 H 
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1. 783 1. 00 0. 00 C 

1. 595 1. 00 0. 00 C 

2. 385 1. 00 0. 00 0 
0. 545 1. 00 0. 00 N 

3. 828 1. 00 0. 00 H 
■3. 917 1. 00 0. 00 H 
•0. 971 1. 00 0. 00 H 
-1. 747 1. 00 0. 00 H 
0. 043 1. 00 0. 00 H 
-0. 399 1. 00. 0. 00 H 
-3. 242 1. 00 0. 00 N 
-3. 416 1. 00 0. 00 C 
-2. 239 1. 00 0. 00 C 
-2. 407 1. 00 0. 00 0 
-3. 566 1. 00 0. 00 C 
-2. 448 1. 00 0. 00 0 
-3. 068 1. 00 0. 00 H 
-4. 317 1. 00 0. 00 H 
-3. 647 1. 00 0. 00 H 
-4. 456 1. 00 0. 00 H 
-2. 747 1. 00 0. 00 H 
-1. 048 1. 00 0. 00 N 

0. 159 1. 00 0. 00 C 

1. 267 1. 00 0. 00 C 
1. 599 1. 00 0. 00 0 
0. 634 1. 00 0. 00 C 

0. 378 1. 00 0. 00 C 

1. 388 1. 00 0.00 N 
-0. 782 1. 00 0. 00 C 
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ATOM 


220 


C 


GLU A 


19143. 071 


6. 248 




ATOM 


221 


0 


GLU A 


19143. 018 


5. 031 




ATOM 


222 


CB 


GLU A 


19141. 360 


8. 074 




ATOM 


223 


CG 


GLU A 


19140. 503 


7. 556 




ATOM 


224 


CD 


GLU A 


19139. 214 


8. 339 


15 


ATOM 


225 


0E1 


GLU A 


19138. 659 


8. 787 




ATOM 


226 


0E2 


GLU A 


19138. 761 


8. 502 




ATOM 


227 


H 


GLU A 


19140. 651 


5. 358 




ATOM 


228 


HA 


GLU A 


19142. 506 


7. 405 




ATOM 


229 


1HB 


GLU A 


19142. 132 


8. 706 


20 


ATOM 


tiou 


2HB 


GLU A 


19140. 735 


8. 664 




ATOM 


.231 


1HG 


GLU A 


19140. 256 


6. 523 




ATOM 


232 


2HG 


GLU A 


19141. 068 


7. 626 




ATOM 


233 


N 


VAL A 


20144. 023 


7. Oil 




ATOM 


234 


CA 


VAL A 


20145. 085 


6. 447 


25 


ATOM 


235 


C 


VAL A 


20144. 518 


5. 816 




ATOM 


236 


0 


VAL A 


20143 685 


6 411 

\j» ill 




ATOM 


237 


CB 


VAL A 


20146. 122 


7. 518 




ATOM 


238 


CGI VAL A 


20147. 296 


6. 884 




ATOM 


239 


CG2 VAL A 


20146. 598 


8. 279 
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0. 487 1. 00 0. 00 H 

1. 099 1. 00 0. 00 H 
•1. 622 1. 00 0. 00 H 
•1. 171 1. 00 0. 00 H 

1. 411 1. 00 0. 00 H 
0. 852 1. 00 0. 00 H 

2. 308 1. 00 0. 00 H 

3. 992 1. 00 0. 00 N 

4. 478 1. 00 0. 00 C 

5. 321 1. 00 0. 00 C 
5. 491 1. 00 0. 00 0 

5. 299 1. 00 0. 00 C 

6. 441 1. 00 0. 00 C 

6. 604 1. 00 0. 00 C 
5. 579 1. 00 0. 00 0 

7. 756 1. 00 0. 00 0 

4. 607 1. 00 0. 00 H 

3. 619 1. 00 0. 00 H 

5. 714 1. 00 0. 00 H 

4. 646 1. 00 0. 00 H 

6. 249 1. 00 0. 00 H 

7. 359 1. 00 0. 00 H 

5. 846 1. 00 0. 00 N 

6. 672 1. 00 0. 00 C 

7. 939 1. 00 0. 00 C 
8.621 1.00 0.00 0 
7. 065 1. 00 0. 00 C 
7. 795 1. 00 0. 00 C 
5. 835 1. 00 0. 00 C 
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ATOM 


240 


H 


VAL A 


20144.013 


7. 976 




ATOM 


241 


HA 


VAL A 


20145. 587 


5. 685 




ATOM 


242 


HB 


VAL A 


20145. 648 


8. 220 




ATOM 


243 


1HG1 


VAL A 


20148. 120 


7. 582 


5 


ATOM 


244 


2HG1 


VAL A 


20147. 602 


5. 988 




ATOM 


245 


3HG1 


VAL A 


20147. 000 


6. 632 




ATOM 


246 


1HG2 


VAL A 


20146. 673 


9. 330 




ATOM 


247 


2HG2 


VAL A 


20145. 893 


8. 139 




ATOM 


248 


3HG2 


VAL A 


20147. 567 


7. 907 


10 


ATOM 


249 


N 


GLY A 


21144. 974 


4. 607 




ATOM 


250 


CA 


GLY A 


21144. 501 


3. 914 




ATOM 


251 


c 


GLY A 


21143. 495 


2. 828 




ATOM 


252 


0 


GLY A 


21143. 520 


1. 751 




ATOM 


253 


H 


GLY A 


21145. 639 


4. 181 


15 


ATOM 


254 


1HA 


GLY A 


21145. 347 


3. 468 




ATOM 


255 


2HA 


GLY A 


21144. 040 


4. 631 




ATOM 


256 


N 


SER A 


22142. 605 


3. 114 




ATOM 


257 


CA 


SER A 


22141. 584 


2. 153 




ATOM 


258 


c 


SER A 


22142. 168 


1. 099 


20 


ATOM 


259 


0 


SER A 


22143. 084 


1. 379 




ATOM 


260 


CB 


SER A 


22140. 421 


2. 872 




ATOM 


261 


OG 


SER A 


22139. 627 


3. 571 




ATOM 


262 


H 


SER A 


22142. 636 


3. 990 




ATOM 


263 


HA 


SER A 


22141. 218 


1. 664 


25 


ATOM 


264 


1HB 


SER A 


22140. 810 


3. 578 




ATfiM 
A1UNL 


0 ft C 


9 UP 

6 LID 


A 

oEii\ A 


9913Q »ni 


9 1 AR 




ATOM 


266 


HG 


SER A 


22139. 120 


4. 251 




ATOM 


267 


N 


LEU A 


23141. 632 


-0. 115 




ATOM 


268 


CA 


LEU A 


23142. 098 


-1. 212 




PCT/JP2003/010288 



5. 675 1. 00 0. 00 H 

6. 095 1. 00 0. 00 H 

7. 734 1. 00 0. 00 H 
7. 825 1. 00 0. 00 H 

7. 276 1. 00 0. 00 H 

8. 802 1. 00 0. 00 H 
6.069 1. 00 0. 00 H 
5. 029 1. 00 0. 00 H 

5. 535 1. 00 0. 00 H 

8. 247 1. 00 0. 00 N 
9.431 1. 00 0. 00 C 

9. 106 1. 00 0. 00 C 
9. 699 1. 00 0. 00 0 

7. 665 1. 00 0. 00 H 
9. 935 1. 00 0. 00 H 

10.093 1.00 0. 00 H 

8. 159 1. 00 0. 00 N 
7.757 1. 00 0. 00 C 

6. 821 1. 00 0. 00 C 

6. 049 1. 00 0. 00 0 

7. 070 1. 00 0. 00 C 

8. 012 1. 00 0. 00 0 

7. 723 1. 00 0. 00 H 

8. 647 1. 00 0. 00 H 
6. 352 1. 00 0. 00 H 

6. 563 1. 00 0. 00 H 

7. 562 1. 00 0. 00 H 
6. 897 1. 00 0. 00 N 
6. 057 1. 00 0. 00 C 
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IP 208 

ATOM 269 C LEU A 23141.431 -1.171 4.687 1.00 0. 00 C 

ATOM 270 0 LEU A 23140.263 -0.802 4.564 1.00 0.00 0 

ATOM 271 CB LEU A 23141.820 -2.555 6.734 1.00 0. 00 C 

ATOM 272 CG LEU A 23142.685 -2.855 7.958 1.00 0. 00 C 

5 ATOM 273 CD 1 LEU A 23141.930 -3.730 8.945 1.00 0. 00 C 

ATOM 274 CD2 LEU A 23143.986 -3.523 7.539 1.00 0. 00 C 

ATOM 275 H LEU A 23140.904 -0.277 7.533 1.00 0. 00 H 

ATOM 276 HA LEU A 23143.165 -1.098 5.928 1.00 0. 00 H 

ATOM 277 1HB LEU A 23140.783 -2.572 7.039 1.00 0. 00 H 

10 ATOM 278 2HB LEU A 23141.978 -3.339 6.009 1.00 0. 00 H 

ATOM 279 HG LEU A 23142.929 -1.927 8.454 1.00 0. 00 H 

ATOM 280 1HD1 LEU A 23142.506 -3.832 9.853 1.00 0. 00 H 

ATOM 281 2HD1 LEU A 23141.767 -4.705 8.511 1.00 0. 00 H 

ATOM 282 3HD1 LEU A 23140. 977 -3. 276 9. 173 1. 00 0. 00 H 

15 ATOM 283 1HD2 LEU A 23144.455 -2.941 6.758 1.00 0. 00 H 

ATOM 284 2HD2 LEU A 23143.779 -4.517 7.171 1.00 0. 00 H 

ATOM 285 3HD2 LEU A 23144.650 -3.584 8.389 1.00 0. 00 H 

ATOM 286 N ALA A 24142. 180 -1. 554 3. 658 1. 00 0. 00 N 

ATOM 287 CA ALA A 24141.661 -1.562 2.296 1.00 0. 00 C 

20 ATOM 288 C ALA A 24142. 228 -2. 732 1. 500 1. 00 0. 00 C 

ATOM 289 0 ALA A 24143. 420 -3. 033 1. 583 1. 00 0. 00 0 

ATOM 290 CB ALA A 24141. 979 -0. 245 1. 603 1. 00 0. 00 C 

ATOM 291 H ALA A 24143. 104 -1. 837 3. 819 1. 00 0. 00 H 

ATOM 292 HA ALA A 24140. 587 -1. 663 2. 349 1. 00 0. 00 H 

25 ATOM 293 1HB ALA A 24142. 874 -0. 358 1. 009 1. 00 0. 00 H 

ATOM 294 2HB ALA A 24142. 134 0. 524 2. 345 1. 00 0. 00 H 

ATOM 295 3HB ALA A 24141. 155 0. 033 0. 962 1. 00 0. 00 H 

ATOM 296 N GLU A 25141.369 -3.388 0.727 1.00 0. 00 N 

ATOM 297 CA GLU A 25141.786 -4.526 -0.084 1.00 0. 00 C 
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ATOM 


298 


C 


GLU A 


25141. 885 


-4. 138 


-1. 555 


1. 00 


0.00 C 




ATOM 


299 


0 


GLU A 


25140. 962 


-3. 548 


-2. 117 


1. 00 


0. 00 0 




ATOM 


300 


CB 


GLU A 


25140. 802 


-5. 686 


0. 084 


1. 00 


0.00 C 




ATOM 


301 


CG 


GLU A 


25141. 261 


-6. 974 


-0. 579 


1. 00 


0. 00 C 


5 


ATOM 


302 


CD 


GLU A 


25140. 550 


-7. 240 


-1. 891 


1. 00 


0. 00 C 




ATOM 


303 


0E1 


GLU A 


25140. 211 


-8. 414 


-2. 155 


1. 00 


0. 00 0 




ATOM 


304 


0E2 


GLU A 


25140. 330 


-6. 277 


-2. 654 


1. 00 


0. 00 0 




ATOM 


305 


H 


GLU A 


25140. 432 


-3. 101 


0. 703 


1. 00 


0. 00 H 




ATOM 


306 


HA 


GLU A 


25142. 759 


-4. 839 


0. 261 


1. 00 


0. 00 H 


10 


ATOM 

I x X will 


307 


1HB 

X XXXJ 


GLU A 

VI U w XI 


25140. 665 

LJ W X X V • WWW 


-5. 878 


1. 138 


1. 00 


0. 00 H 




ATOM 


308 


2HB 


GLU A 


25139. 853 


-5. 403 


-0. 348 


1. 00 


0. 00 H 




ATOM 


309 

KJ w w 


1HG 

X 11 VI 


GLU A 

\1Xj\J XL 


25142 322 

mm w 1 1 U • u u u 


-6. 906 


-0. 771 


1. 00 


0. 00 H 




ATOM 

IX X V/111 


310 


2HG 

bill VI 


GLU A 


25141. 069 

U U 1 J. X » www 


-7. 798 


0. 092 


1. 00 


0. 00 H 




ATOM 

i 1 X Will 


311 

Kf X X 


N 


VAL A 

t i yxj xx 


26143 013 

XJ W 1 A W * V 1 W 


-4. 472 


-2. 175 


1. 00 


0. 00 N 


15 


ATOM 

XX X Will 


312 


CA 

vXl 


VAL A 

f XXXJ IX 


26143 234 

U V 1 X w • . tJ W A 


-4. 159 


-3. 582 


1. 00 


0. 00 C 




ATOM 

11 X will 


313 

w x w 


c 


VAL A 

f i xxj ix 


26142 875 

LJ \J 1 X U • VII w 


-5. 344 


-4. 470 


1. 00 


0. 00 C 




ATOM 


314 


0 


VAL A 


26143 102 

U W X X W • 1 w u 


-6. 498 


-4. 106 


1. 00 


0. 00 0 




ATOM 

i X X will 


315 


CB 


VAL A 


26144. 698 

U W X X X • Www 


-3. 759 


-3. 844 


1. 00 


0. 00 C 




ATOM 


316 


CGI 


VAL A 


26144. 864 

U W X XX* W W X 


-3. 239 


-5. 263 


1. 00 


0. 00 C 


20 

*j w 


ATOM 

ill v/m 


317 


CG2 


VAL A 


26145. 159 

WWXXWa XWW 


-2. 722 


-2. 830 


1. 00 


0. 00 c 




ATOM 


318 


H 


VAL A 


26143. 712 


-4. 941 


-1. 674 


1. 00 


0. 00 H 




ATOM 


319 


HA 


VAL A 


26142. 602 


-3. 322 


-3. 840 


1. 00 


0. 00 H 




ATOM 


320 


HB 


VAL A 


26145. 315 


-4. 638 


-3. 733 


1. 00 


0. 00 H 




ATOM 


321 


1HG1 


VAL A 


26143. 919 


-2. 852 


-5. 618 


1. 00 


0. 00 H 


25 


ATOM 


322 


2HG1 


VAL A 


26145. 187 


-4. 044 


-5. 907 


1. 00 


0. 00 H 




A1UM 


OLO 


3HG1 


VAL A 




_0 AC(\ 

L. 40U 


r 07 a 


i nn 
1. uu 


u. uu n 




ATOM 


324 


1HG2 VAL A 


26145. 819 


-2.017 


-3. 312 


1. 00 


0. 00 H 




ATOM 


325 


2HG2 VAL A 


26145. 683 


-3. 214 


-2. 026 


1. 00 


0. 00 H 




ATOM 


326 


3HG2 VAL A 


26144. 300 


-2. 200 


-2. 434 


1. 00 


0. 00 H 
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ATOM 327 N LYS A 27142.313 -5.052 -5.639 1.00 0. 00 N 

ATOM 328 CA LYS A 27141.922 -6.094 -6.581 1.00 0. 00 C 

ATOM 329 C LYS A 27143.099 -6.503 -7.462 1.00 0. 00 C 

ATOM 330 0 LYS A 27143.028 -6.423 -8.689 1.00 0.00 0 

5 ATOM 331 CB LYS A 27140.758 -5.616 -7.450 1.00 0. 00 C 

ATOM 332 CG LYS A 27139.941 -6.748 -8.051 1.00 0. 00 C 

ATOM 333 CD LYS A 27138.455 -6.426 -8.056 1.00 0. 00 C 

ATOM 334 CE LYS A 27138.093 -5.490 -9.199 1.00 0. 00 C 

ATOM 335 NZ LYS A 27136.757 -5.806 -9.773 1.00 0. 00 N 

10 ATOM 336 H LYS A 27142.157 -4.114 -5.874 1.00 0. 00 H 

ATOM 337 HA LYS A 27141.603 -6.954 -6.009 1.00 0. 00 H 

ATOM 338 1HB LYS A 27140.100 -5.008 -6.846 1.00 0. 00 H 

ATOM 339 2HB LYS A 27141.148 -5.014 -8.257 1.00 0. 00 H 

ATOM 340 1HG LYS A 27140.267 -6.913 -9.068 1.00 0. 00 H 

15 ATOM 341 2HG LYS A 27140.104 -7.644 -7.470 1.00 0. 00 H 

ATOM 342 1HD LYS A 27137.898 -7.344 -8.166 1.00 0. 00 H 

ATOM 343 2HD LYS A 27138.196 -5.954 -7.120 1.00 0. 00 H 

ATOM 344 1HE LYS A 27138.083 -4.476 -8.826 1.00 0. 00 H 

ATOM 345 2HE LYS A 27138.840 -5.581 -9.973 1.00 0. 00 H 

20 ATOM 346 1HZ LYS A 27136.863 -6.410 -10.613 1.00 0. 00 H 

ATOM 347 2HZ LYS A 27136.269 -4.931 -10.049 1.00 0. 00 H 

ATOM 348 3HZ LYS A 27136.175 -6.307 -9.072 1.00 0. 00 H 

ATOM 349 N GLU A 28144.182 -6.941 -6.829 1.00 0. 00 N 

ATOM 350 CA GLU A 28145.374 -7.363 -7.554 1.00 0. 00 C 

25 ATOM 351 C GLU A 28145.422 -8.882 -7.682 1.00 0. 00 C 

ATOM 352 0 GLU A 28144.507 -9.581 -7.248 1.00 0.00 0 

ATOM 353 CB GLU A 28146.634 -6.857 -6.845 1.00 0. 00 C 

ATOM 354 CG GLU A 28147.639 -6.209 -7.782 1.00 0. 00 C 

ATOM 355 CD GLU A 28148.605 -5.292 -7.057 1.00 0. 00 C 
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ATOM 356 0E1 GLU A 28148.525 -4.063 -7.264 1.00 0.00 0 

ATOM 357 0E2 GLU A 28149. 440 -5. 803 -6. 282 1. 00 0. 00 0 

ATOM 358 H GLU A 28144. 179 -6. 982 -5. 849 1. 00 0. 00 H 

ATOM 359 HA GLU A 28145.331 -6.931 -8.542 1.00 0. 00 H 

5 ATOM 360 1HB GLU A 28146.346 -6.129 -6.102 1.00 0. 00 H 

ATOM 361 2HB GLU A 28147.116 -7.689 -6.354 1.00 0. 00 H 

ATOM 362 1HG GLU A 28148.206 -6.984 -8.275 1. 00 0. 00 H 

ATOM 363 2HG GLU A 28147.103 -5.631 -8.521 1. 00 0. 00 H 

ATOM 364 N ASN A 29146.495 -9.387 -8.282 1.00 0. 00 N 

10 ATOM 365 CA ASN A 29146.661 -10.823 -8.467 1.00 0. 00 C 

ATOM 366 C ASN A 29146.743 -11.539 -7.120 1.00 0. 00 C 

ATOM 367 0 ASN A 29145.928 -12.410 -6.820 1.00 0.00 0 

ATOM 368 CB ASN A 29147.918 -11.112 -9.291 1.00 0. 00 C 

ATOM 369 CG ASN A 29147.608 -11.324 -10.760 1.00 0. 00 C 

15 ATOM 370 0D1 ASN A 29147.598 -12.454 -11.248 1.00 0.00 0 

ATOM 371 ND2 ASN A 29147. 356 -10. 233 -11. 475 1.00 0. 00 N 

ATOM 372 H ASN A 29147.192 -8.780 -8.608 1.00 0. 00 H 

ATOM 373 HA ASN A 29145.798 -11.190 -9.003 1.00 0. 00 H 

ATOM 374 1HB ASN A 29148.598 -10.277 -9.203 1.00 0. 00 H 

20 ATOM 375 2HB ASN A 29148.395 -12.002 -8.910 1.00 0. 00 H 

ATOM 376 1HD2 ASN A 29147.382 -9.365 -11.020 1.00 0. 00 H 

ATOM 377 2HD2 ASN A 29147.152 -10.341 -12.427 1.00 0. 00 H 

ATOM 378 N PROA 30147.733 -11.175 -6.287 1.00 0. 00 N 

ATOM 379 CA PROA 30147.919 -11.784 -4.967 1.00 0. 00 C 

25 ATOM 380 C PROA 30146.921 -11.253 -3.938 1.00 0. 00 C 

ATOM 381 0 PROA 30147.010 -10.099 -3.519 1.00 0.00 0 

ATOM 382 CB PROA 30149.341 -11.369 -4.593 1.00 0. 00 C • 

ATOM 383 CG PROA 30149.544 -10.067 -5.286 1.00 0. 00 C 

ATOM 384 CD PROA 30148.751 -10.141 -6.565 1.00 0. 00 C 
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ATOM 385 HA PROA 30147.855 -12.860 -5.014 1.00 0. 00 H 

ATOM 386 1HB PRO A 30149.419 -11.265 -3.521 1.00 0. 00 H 

ATOM 387 2HB PROA 30150.040 -12.115 -4.942 1.00 0. 00 H 

ATOM 388 1HG PROA 30149.181 -9.261 -4.667 1.00 0. 00 H 

5 ATOM 389 2HG PRO A 30150. 593 -9. 927 -5. 506 1. 00 0. 00 H 

ATOM 390 1HD PROA 30148.285 -9.191 -6.775 1.00 0. 00 H 

ATOM 391 2HD PROA 30149.386 -10.439 -7.385 1.00 0. 00 H 

ATOM 392 N PROA 31145.956 -12.087 -3.514 1.00 0. 00 N 

ATOM 393 CA PROA 31144.946 -11.687 -2.529 1.00 0. 00 C 

10 ATOM 394 C PROA 31145.541 -11.490 -1.138 1.00 0. 00 C 

ATOM 395 0 PROA 31145.621 -12.431 -0.349 1.00. 0.00 0 

ATOM 396 CB PROA 31143.962 -12.857 -2.529 1.00 0. 00 C 

ATOM 397 CG PROA 31144.764 -14.027 -2.981 1.00 0. 00 C 

ATOM 398 CD PROA 31145.771 -13.483 -3.957 1.00 0. 00 C 

15 ATOM 399 HA PROA 31144.436 -10.783 -2.831 1.00 0. 00 H 

ATOM 400 1HB PROA 31143.574 -13.006 -1.531 1.00 0. 00 H 

ATOM 401 2HB PROA 31143.149 -12.649 -3.209 1.00 0. 00 H 

ATOM 402 1HG PROA 31145.264 -14.479 -2.137 1.00 0. 00 H 

ATOM 403 2HG PROA 31144.123 -14.746 -3.468 1.00 0. 00 H 

20 ATOM 404 1HD PROA 31146.697 -14.035 -3.889 1.00 0. 00 H 

ATOM 405 2HD PROA 31145.380 -13.519 -4.963 1.00 0. 00 H 

ATOM 406 N PHE A 32145.954 -10.262 -0.844 1.00 0. 00 N 

ATOM 407 CA PHE A 32146.541 -9.942 0.452 1.00 0. 00 C 

ATOM 408 C PHE A 32145.685 -8.925 1.201 1.00 0. 00 C 

25 ATOM 409 0 PHE A 32144.726 -8.383 0.652 1.00 0.00 0 

ATOM 410 CB PHE A 32147.959 -9.398 0.273 1.00 0. 00 C 

ATOM 411 CG PHE A 32148.045 -8.250 -0.693 1.00 0. 00 C 

ATOM 412 CD 1 PHE A 32148.676 -8.404 -1.917 1.00 0. 00 C 

ATOM 413 CD2 PHE A 32147.495 -7.019 -0.376 1.00 0. 00 C 
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32148.757 -7.350 -2.808 1.00 0. 00 C 

32147. 573 -5. 962 -1. 262 1. 00 0. 00 C 

32148.205 -6.127 -2.480 1.00 0. 00 C 

32145.862 -9.553 -1.515 1.00 0. 00 H 

32146.585 -10.853 1.030 1.00 0. 00 H 

32148.329 -9.056 1.228 1.00 0.00 H 

32148.597 -10.190 -0.093 1.00 0. 00 H 

32149.108 -9.360 -2.174 1.00 0. 00 H 

32147.001 -6.889 0.575 1.00 0. 00 H 

32149. 252 -7. 482 -3. 758 1. 00 0. 00 H 

32147.140 -5.006 -1.004 1.00 0. 00 H 
32148.266 -5.302 -3.174 1.00 0. 00 H 
33146.038 -8.673 2.456 1.00 0. 00 N 
33145.302 -7.722 3.281 1.00 0. 00 C 
33146.253 -6.758 3.983 1.00 0. 00 C 
33147.107 -7.174 4.765 1.00 0.00 0 
33144.453 -8.462 4. 315 1.00 0. 00 C 

33143.141 -8.978 3.767 1.00 0. 00 C 
33142.756 -10.298 3.963 1.00 0. 00 C 
33142. 290 -8. 145 3. 051 1. 00 0. 00 C 
33141.559 -10.773 3.462 1.00 0. 00 C 
33141.092 -8.612 2.547 1.00 0. 00 C 
33140.731 -9.927 2.755 1.00 0. 00 C 
33139.538 -10.397 2.256 1.00 0.00 0 
33146.812 -9.137 2.838 1.00 0. 00 H 
33144.650 -7.156 2.632 1.00 0. 00 H 
33145.010 -9.308 4.690 1.00 0. 00 H 
33144.231 -7.793 5.134 1.00 0. 00 H 
33143.406 -10.958 4.516 1.00 0. 00 H 





ATOM 

JT X V/iU 


414 

AAA 


CE1 PHE A 

ViJ X X XXXJ IX 




ATOM 

/1 X Will 


415 

~1U 


CE2 PHE A 

\J±J U X XXXJ XX 




ATOM 
iii \jvii 
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TC X VJ 


CZ PHE A 
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ATOM 
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2. 889 1. 00 0. 00 H 

3. 625 1. 00 0. 00 H 
1. 995 1. 00 0. 00 H 
1. 906 1. 00 0. 00 H 

3. 698 1. 00 0. 00 N 

4. 310 1. 00 0. 00 C 
4. 775 1. 00 0. 00 C 

4. 450 1. 00 0. 00 0 
3. 066 1. 00 0. 00 H 

5. 160 1. 00 0. 00 H 

3. 591 1. 00 0. 00 H 

5. 539 1. 00 0. 00 N 

6. 051 1. 00 0. 00 C 
5.421 1. 00 0. 00 C 
5. 164 1. 00 0. 00 0 

7. 585 1. 00 0. 00 C 

8. 004 1. 00 0. 00 C 
8. 113 1. 00 0. 00 C 
5. 764 1. 00 0. 00 H 
5. 797 1. 00 0. 00 H 

8. 014 1. 00 0. 00 H 
7. 695 1. 00 0. 00 H 

7. 536 1. 00 0. 00 H 

9. 077 1. 00 0. 00 H 
9. 150 1. 00 0. 00 H 

8. 028 1. 00 0. 00 H 
7. 536 1. 00 0. 00 H 
5. 176 1. 00 0. 00 N 

4. 577 1. 00 0. 00 C 
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ATOM 472 C ILEA 36147.374 3.064 5.516 1.00 0. 00 C 

ATOM 473 0 ILE A 36147. 092 3. 216 6. 705 1. 00 0. 00 0 

ATOM 474 CB ILEA 36145.246 3.243 4.222 1.00 0. 00 C 

ATOM 475 CGI ILE A 36144.208 2.484 3.392 1.00 0. 00 C 

5 ATOM 476 CG2 ILE A 36145.738 4.471 3.468 1.00 0. 00 C 

ATOM 477 CD 1 ILE A 36142.999 3.317 3.025 1.00 0. 00 C 

ATOM 478 H ILEA 36145.024 0.971 5.403 1.00 0. 00 H 

ATOM 479 HA ILEA 36146.957 2.080 3.666 1.00 0. 00 H 

ATOM 480 HB ILEA 36144.788 3.577 5.141 1.00 0. 00 H 

10 ATOM 481 1HG1 ILE A 36144.667 2.145 2.476 1.00 0. 00 H 

ATOM 482 2HG1 ILE A 36143.863 1.628 3.955 1.00 0. 00 H 

ATOM 483 1HG2 ILE A 36145.851 5.295 4.157 1.00 0. 00 H 

ATOM 484 2HG2 ILE A 36145.022 4.736 2.703 1.00 0. 00 H 

ATOM 485 3HG2 ILE A 36146.690 4.253 3.008 1.00 0. 00 H 

15 ATOM 486 1HD1 ILE A 36143.202 4.357 3.236 1.00 0. 00 H 

ATOM 487 2HD1 ILE A 36142.148 2.992 3.605 1.00 0. 00 H 

ATOM 488 3HD1 ILE A 36142.786 3.198 1.974 1.00 0. 00 H 

ATOM 489 N ARC A 37148.499 3.521 4.974 1.00 0. 00 N 

ATOM 490 CA ARG A 37149.487 4.246 5.763 1.00 0. 00 C 

20 ATOM 491 C ARG A 37149.637 5.680 5.265 1.00 0. 00 C 

ATOM 492 0 ARG A 37149.354 6.632 5.992 1.00 0.00 0 

ATOM 493 CB ARG A 37150.838 3.530 5.706 1.00 0. 00 C 

ATOM 494 CG ARG A 37150.753 2.046 6.021 1.00 0. 00 C 

ATOM 495 CD ARG A 37150.195 1.803 7.414 1.00 0. 00 C 

25 ATOM 496 NE ARG A 37151.099 2.281 8.457 1.00 0. 00 N 

ATOM 497 CZ ARG A 37150.986 1.952 9.743 1.00 0. 00 C 

ATOM 498 NH1 ARG A 37150.012 1.148 10.146 1.00 0. 00 N 

ATOM 499 NH2 ARG A 37151.853 2.429 10.626 1.00 0. 00 N 

ATOM 500 H ARG A 37148.667 3.368 4.021 1.00 0. 00 H 
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ATOM 501 HA ARG A 37149.145 4.267 6.787 1.00 0. 00 H 

ATOM 502 1HB ARG A 37151.251 3.643 4.714 1.00 0. 00 H 

ATOM 503 2HB ARG A 37151.507 3.990 6.419 1.00 0. 00 H 

ATOM 504 1HG ARG A 37150.108 1.570 5.298 1.00 0. 00 H 

5 ATOM 505 2HG ARG A 37151.743 1.618 5.960 1.00 0. 00 H 

ATOM 506 1HD ARG A 37149.251 2.321 7.505 1.00 0. 00 H 

ATOM 507 2HD ARG A 37150.037 0.742 7.545 1.00 0. 00 H 

ATOM 508 HE ARG A 37151.828 2.877 8.187 1. 00 0. 00 H 

ATOM 509 1HH1 ARG A 37149.355 0.785 9.486 1.00 0. 00 H 

10 ATOM 510 2HH1 ARG A 37149.933 0.905 11.114 1.00 0. 00 H 

ATOM 511 1HH2 ARG A 37152.590 3.035 10.327 1.00 0. 00 H 

ATOM 512 2HH2 ARG A 37151.769 2.182 11.592 1.00 0. 00 H 

ATOM 513 N TRP A 38150.084 5.827 4.022 1.00 0. 00 N 

ATOM 514 CA TRP A 38150.270 7.146 3.428 1.00 0. 00 C 

15 ATOM 515 C TRP A 38149.501 7.268 2.117 1.00 0. 00 C 

ATOM 516 0 TRP A 38149.565 6.385 1.262 1. 00 0.00 0 

ATOM 517 CB TRP A 38151.761 7.418 3.190 1.00 0. 00 C 

ATOM 518 CG TRP A 38152.021 8.634 2.350 1.00 0. 00 C 

ATOM 519 CD 1 TRP A 38152.212 9.911 2.791 1.00 0. 00 C 

20 ATOM 520 CD2 TRP A 38152.116 8.683 0.922 1.00 0. 00 C 

ATOM 521 NE1 TRP A 38152.417 10.753 1.725 1.00 0. 00 N 

ATOM 522 CE2 TRP A 38152.363 10.022 0.565 1.00 0. 00 C 

ATOM 523 CE3 TRP A 38152.014 7.725 -0.090 1.00 0. 00 C 

ATOM 524 CZ2 TRP A 38152.511 10.424 -0.760 1.00 0. 00 C 

25 ATOM 525 CZ3 TRP A 38152.162 8.125 -1.405 1.00 0. 00 C 

ATOM 526 CH2 TRP A 38152. 408 9. 465 -1. 729 1. 00 0. 00 C 

ATOM 527 H TRP A 38150.293 5.030 3.491 1.00 0. 00 H 

ATOM 528 HA TRP A 38149. 888 7. 879 4. 123 1. 00 0. 00 H 

ATOM 529 1HB TRP A 38152. 250 7. 560 4. 142 1. 00 0. 00 H 
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559 0 GLY A 40149.921 9.724 -3.600 1.00 0.00 0 

560 H GLY A 40149.378 8.997 -1.348 1.00 0. 00 H 

561 1HA GLY A 40148.745 11.769 -1.727 1.00 0. 00 H 

562 2HA GLY A 40150.359 11.540 -1.079 1.00 0. 00 H 

563 N GLN A 41150.741 11.820 -3.644 1.00 0. 00 N 

564 CA' GLN A 41151.294 11.701 -4.987 1.00 0. 00 C 

565 C GLN A 41152.768 12.102 -5.001 1.00 0. 00 C 

566 0 GLN A 41153.105 13.259 -4.749 1.00 0.00 0 

567 CB GLN A 41150.504 12.581 -5.956 1.00 0. 00 C 

568 CG GLN A 41148.998 12.402 -5.849 1.00 0. 00 C 

569 CD GLN A 41148.246 13.712 -5.972 1.00 0. 00 C 

570 0E1 GLN A 41148.223 14.518 -5.040 1.00 0.00 0 

571 NE2 GLN A 41147.627 13.933 -7.125 1.00 0. 00 N 

572 H GLN A 41150.847 12.665 -3.160 1.00 0. 00 H 

573 HA GLN A 41151.205 10.672 -5.295 1.00 0. 00 H 

574 1HB GLN A 41150.737 13.616 -5.753 1.00 0. 00 H 

575 2HB GLN A 41150.804 12.344 -6.964 1.00 0. 00 H 

576 1HG GLN A 41148.670 11.741 -6.637 1.00 0. 00 H 

577 2HG GLN A 41148.767 11.960 -4.891 1.00 0. 00 H 

578 1HE2 GLN A 41147.689 13.246 -7.822 1.00 0. 00 H 

579 2HE2 GLN A 41147.135 14.773 -7.233 1.00 0. 00 H 

580 N PROA 42153.674 11.150 -5.295 1.00 0. 00 N 

581 CA PROA 42155.115 11.422 -5.336 1.00 0. 00 C 

582 C PRO A 42155.468 12.529 -6.324 1.00 0. 00 C 

583 0 PRO A 42154. 696 12. 830 -7. 233 1. 00 0. 00 0 

584 CB PRO A 42155. 723 10. 089 -5. 787 1. 00 0. 00 C 

585 CG PRO A 42154.699 9.066 -5.440 1.00 0. 00 C 

586 CD PROA 42153.371 9.743 -5.609 1.00 0. 00 C 

587 HA PROA 42155.495 11.680 -4.358 1.00 0. 00 H 
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588 1HB PRO A 42155.909 10.118 -6.851 1.00 0. 00 H 

589 2HB PRO A 42156.648 9.915 -5.259 1.00 0. 00 H 

590 1HG PROA 42154.778 8.222 -6.110 1.00 0. 00 H 

591 2HG PROA 42154.830 8.746 -4.416 1.00 0. 00 H 

592 1HD PROA 42153.021 9.641 -6.626 1.00 0. 00 H 

593 2HD PROA 42152.648 9.341 -4.916 1.00 0. 00 H 

594 N PROA 43156.647 13.151 -6.158 1.00 0. 00 N 

595 CA PROA 43157.102 14.228 -7.040 1.00 0. 00 C 

596 C PROA 43157.497 13.719 -8.421 1.00 0. 00 C 

597 0 PROA 43158.662 13.408 -8.668 1.00 0.00 0 

598 CB PROA 43158.322 14.792 -6.312 1.00 0. 00 C 

599 CG PROA 43158.835 13.657 -5.497 1.00 0. 00 C 

600 CD PROA 43157.629 12.850 -5.098 1.00 0. 00 C 

601 HA PROA 43156.351 14.999 -7.142 1.00 0. 00 H 

602 1HB PROA 43159.052 15.121 -7.037 1.00 0. 00 H 

603 2HB PROA 43158.023 15.622 -5, 691 1.00 0. 00 H 

604 1HG PROA 43159.510 13.056 -6.088 1.00 0. 00 H 

605 2HG PROA 43159.339 14.035 -4.619 1.00 0. 00 H 

606 1HD PROA 43157.869 11.797 -5.082 1.00 0. 00 H 

607 2HD PROA 43157.264 13.170 -4.134 1.00 0. 00 H 

608 N GLY A 44156.521 13.636 -9.317 1.00 0. 00 N 

609 CA GLY A 44156.790 13.162 -10.661 1.00 0. 00 C 

610 C GLY A 44155.552 12.623 -11.346 1.00 0. 00 C 

611 0 GLY A 44155.237 13.014 -12.471 1.00 0.00 0 

612 H GLY A 44155.610 13.897 -9.064 1.00 0. 00 H 

613 1HA GLY A 44157.183 13.980 -11.245 1.00 0. 00 H 

614 2HA GLY A 44157.532 12.380 -10.613 1.00 0. 00 H 

615 N LEU A 45154.848 11.724 -10.670 1.00 0. 00 N 

616 CA LEU A 45153.637 11.131 -11.224 1.00 0. 00 C 
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45153. 402 


7. 218 


-11. 108 


1. 00 


0. 00 H 


1 ^ 

1 u 


ATOM 

Al viyi 


631 


1HD2 LEU A 


45156. 162 


9. 381 


-9. 108 


1. 00 


0. 00 H 




ATOM 

A 1 wlu 


632 

V XJ u 


2HD2 


LEU A 


45156. 205 


9. 827 


-10. 813 


1. 00 


0. 00 H 




ATOM 

A 1 v/lU 


633 

VJ u u 


3HD2 


LEU A 


45156. 385 


8. 138 


-10. 339 


1. 00 


0. 00 H 




ATOM 

A 1 Will 


634 


N 


ASN A 


46151. 505 


12. 210 


-10. 803 


1. 00 


0. 00 N 




ATOM 


635 


CA 


ASN A 


46150. 318 


12. 539 


-10. 025 


1. 00 


0. 00 C 


20 

Lt U 


ATOM 

Al Will 


636 

VJ VJ VJ 


C 


ASN A 


46149. 367 


11. 349 


-9. 971 


1. 00 


0. 00 C 




ATOM 

A 1 WlTl 


637 


0 


ASN A 


46148. 723 


11. 008 


-10. 964 


1. 00 


0. 00 0 




ATOM 

IT X UIU 


638 


CB 


ASN A 


46149. 608 


13. 751 


-10. 630 


1. 00 


0. 00 C 




ATOM 

ni v iu 


639 


CG 


ASN A 


46148. 879 


14. 574 


-9. 586 


1. 00 


0. 00 C 




ATOM 

IT X V/lU 


640 


0D1 ASN A 


46147. 654 


14. 691 


-9. 615 


1. 00 


0. 00 0 


25 


ATOM 

IT X VJ 111 


641 


ND2 ASN A 


46149. 632 


15. 152 


-8. 657 


1. 00 


0. 00 N 




A1UM 


A/19 


H 


ASN A 


10 13 1. Ulu 


16* Ouu 


-11 699 

IX* VJ U \J 


1 00 

X ■ VJ \J 


0. 00 H 




ATOM 


643 


HA 


ASN A 


46150. 633 


12. 780 


-9. 020 


1. 00 


0. 00 H 




ATOM 


644 


1HB 


ASN A 


46150. 337 


14. 383 


-11. 114 


1. 00 


0. 00 H 




ATOM 


645 


2HB 


ASN A 


46148. 889 


13.411 


-11. 361 


1. 00 


0. 00 H 
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646 1HD2 ASN A 46150.602 15.015 -8.696 1.00 0. 00 H 

647 2HD2 ASN A 46149.188 15.690 -7.970 1.00 0. 00 H 

648 N GLU A 47149.285 10.721 -8.804 1.00 0. 00 N 

649 CA GLU A 47148.415 9.568 -8.612 1.00 0. 00 C 

650 C GLU A 47148.262 9.248 -7.130 1.00 0. 00 C 

651 0 GLU A 47149.245 8.978 -6.440 1.00 0.00 0 

652 CB GLU A 47148.970 8.349 -9.354 1.00 0. 00 C 

653 CG GLU A 47150.485 8.230 -9.290 1.00 0. 00 C 

654 CD GLU A 47151.036 7.254 -10.311 1.00 0. 00 C 

655 0E1 GLU A 47151.168 7.641 -11.491 1.00 0.00 0 

656 0E2 GLU A 47151.336 6.103 -9.930 1.00 0.00 0 

657 H GLU A 47149.824 11.041 -8.052 1.00 0. 00 H 

658 HA GLU A 47147.445 9.813 -9.017 1.00 0. 00 H 

659 1HB GLU A 47148.543 7.455 -8.923 1.00 0. 00 H 

660 2HB GLU A 47148.680 8.411 -10.392 1.00 0. 00 H 

661 1HG GLU A 47150.917 9.201 -9.474 1.00 0. 00 H 

662 2HG GLU A 47150.767 7.894 -8.303 1.00 0. 00 H 

663 N VAL A 48147.026 9.273 -6.644 1.00 0. 00 N 

664 CA VAL A 48146.758 8.977 -5.243 1.00 0. 00 C 

665 C VAL A 48147.120 7.533 -4.918 1.00 0. 00 C 

666 0 VAL A 48146.338 6.615 -5.169 1.00 0.00 0 

667 CB VAL A 48145.279 9.219 -4.888 1.00 0. 00 C 

668 CGI VAL A 48145.066 9.114 -3.386 1.00 0. 00 C 

669 CG2 VAL A 48144.820 10.574 -5.405 1.00 0. 00 C 

670 H VAL A 48146.280 9.489 -7.241 1.00 0. 00 H 

671 HA VAL A 48147.366 9.636 -4.640 1.00 0. 00 H 

672 HB VAL A 48144.684 8.455 -5.368 1.00 0. 00 H 

673 1HG1 VAL A 48145.014 8.072 -3.102 1.00 0. 00 H 

674 2HG1 VAL A 48144.142 9.606 -3.117 1.00 0. 00 H 
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675 3HG1 VAL A 48145.889 9.587 -2.872 1.00 0. 00 H 

676 1HG2 VAL A 48144.651 10.515 -6.470 1.00 0. 00 H 

677 2HG2 VAL A 48145.580 11. 314 -5. 202 1.00 0. 00 H 

678 3HG2 VAL A 48143.903 10.857 -4.910 1.00 0. 00 H 

679 N LEU A 49148.309 7.339 -4.362 1.00 0. 00 N 

680 CA LEU A 49148.777 6.005 -4.005 1.00 0. 00 C 

681 C LEU A 49148.742 5.809 -2.496 1.00 0. 00 C 

682 0 LEU A 49149.455 6.486 -1.756 1.00 0.00 0 

683 CB LEU A 49150.197 5.781 -4.528 1.00 0. 00 C 

684 CG LEU A 49150.343 5.837 -6.050 1.00 0. 00 C 

685 CD 1 LEU A 49151.745 6.281 -6.435 1.00 0. 00 C 

686 CD2 LEU A 49150.022 4.483 -6.664 1.00 0. 00 C 

687 H LEU A 49148.888 8.110 -4.186 1.00 0. 00 H 

688 HA LEU A 49148.115 5.287 -4.466 1.00 0. 00 H 

689 1HB LEU A 49150.840 6.535 -4.097 1.00 0. 00 H 

690 2HB LEU A 49150.532 4.812 -4.192 1.00 0. 00 H 

691 HG LEU A 49149.643 6.559 -6.446 1.00 0. 00 H 

692 1HD1 LEU A 49151.964 7.230 -5.968 1.00 0. 00 H 

693 2HD1 LEU A 49151.808 6.384 -7.507 1.00 0. 00 H 

694 3HD1 LEU A 49152. 461 5. 543 -6. 102 1. 00 0. 00 H 

695 1HD2 LEU A 49149.950 4.582 -7.737 1.00 0. 00 H 

696 2HD2 LEU A 49149. 083 4. 122 -6. 272 1. 00 0. 00 H 

697 3HD2 LEU A 49150.807 3.782 -6.420 1.00 0. 00 H 

698 N ALA A 50147.908 4.880 -2.044 1.00 0. 00 N 

699 CA ALA A 50147. 783 4. 602 -0. 621 1. 00 0. 00 C 

700 C ALA A 50148.733 3.488 -0.195 1.00 0. 00 C 

701 0 ALA A 50148.596 2.343 -0.625 1.00 0.00 0 

702 CB ALA A 50146. 347 4. 234 -0. 280 1. 00 0. 00 C 

703 H ALA A 50147.363 4.374 -2.682 1.00 0. 00 H 
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ATOM 


704 


HA 


ALA A 


50148. 036 


5. 505 


-0. 086 


1. 00 


0. 00 H 




ATOM 


705 


1HB 


ALA A 


50146. 227 


3. 162 


-0. 329 


1. 00 


0. 00 H 




ATOM 


706 


2HB 


ALA A 


50145. 677 


4. 704 


-0. 985 


1. 00 


0. 00 H 




ATOM 


707 


3HB 


ALA A 


50146. 115 


4. 577 


0. 718 


1. 00 


0. 00 H 


5 


ATOM 


708 


N 


GLY A 


51149. 697 


3. 832 


0. 653 


1. 00 


0. 00 N 




ATOM 


709 


CA 


GLY A 


51150. 656 


2. 850 


1. 123 


1. 00 


0. 00 c 




ATOM 


710 


C 


GLY A 


51150. 023 


1. 805 


2. 019 


1. 00 


0. 00 c 




ATOM 


711 


0 


GLY A 


51149. 665 


2. 092 


3. 162 


1. 00 


0. 00 0 




ATOM 


712 


H 


GLY A 


51149. 757 


4. 759 


0. 962 


1. 00 


0. 00 H 


10 

X V 


ATOM 

ill V 1U 


713 


1HA 


GLY A 


51151 098 


2. 357 


0. 270 


1. 00 


0. 00 H 




ATOM 


714 


2HA 


GLY A 


51151 434 

\J X X \J X + X v/ X 


3. 357 


1. 674 


1. 00 


0. 00 H 




ATOM 


715 


N 


LEU A 


52149 882 


0. 589 


1. 501 


1. 00 


0. 00 N 




ATOM 

i\ x \J ill 


716 

% X \J 


CA 

vil 


LEU A 


52149 286 

\J CJ X x %J • U u u 


-0. 502 


2. 264 


1. 00 


0. 00 C 




ATOM 


717 


c 


LEU A 

XJXJ U 11 


52150 362 


-1. 350 


2. 933 


1. 00 


0. 00 c 


15 

X u 


ATOM 

I x A v/ IT! 


718 


o 


LEU A 


52151 348 

KJ LJ X %J X 9 w X \J 


-1. 734 


2. 303 


1. 00 


0. 00 0 




ATOM 

ii j. \j hi 


719 


CB 


LEU A 


52148 423 


-1. 376 


1. 353 


1. 00 


0. 00 c 




ATOM 


720 


CG 


LEU A 


52147 132 

\J U X X 1 • X w W 


-0. 721 


0. 860 


1. 00 


0. 00 c 




ATOM 


721 


CD1 


LEU A 


52146. 434 

<-/ U X X \I * X\J X 


-1. 615 


-0. 154 


1. 00 


0. 00 c 




ATOM 


722 


CD 2 


LEU A 


52146. 209 


-0. 418 


2. 031 


1. 00 


0. 00 c 


20 


ATOM 


723 


H 


LEU A 


52150. 186 


0. 422 


0. 585 


1. 00 


0. 00 H 




ATOM 


724 


HA 


LEU A 


52148. 660 


-0. 067 


3. 029 


1. 00 


0. 00 H 




ATOM 


725 


1HB 


LEU A 


52149. 014 


-1. 654 


0. 492 


1. 00 


0. 00 H 




ATOM 


726 


2HB 


LEU A 


52148. 162 


-2. 274 


1. 893 


1. 00 


0. 00 H 




ATOM 


727 


HG 


LEU A 


52147. 372 


0. 212 


0. 373 


1. 00 


0. 00 H 


25 


ATOM 


728 


1HD1 


LEU A 


52147. 160 


-2. 260 


-0. 625 


1. 00 


0. 00 H 




A1UM 


< zy 


2HD1 


LEU A 


ro i >i c QC7 

oz 140. yo i 


1. uu^ 




1 nn 
1. uu 


U. UU rt 




ATOM 


730 


3HD1 


LEU A 


52145. 689 


-2. 215 


0. 348 


1.00 


0. 00 H 




ATOM 


731 


1HD2 LEU A 


52146. 708 


0. 245 


2. 721 


1. 00 


0. 00 H 




ATOM 


732 


2HD2 LEU A 


52145. 955 


-1. 339 


2. 536 


1.00 


0. 00 H 
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ATOM 733 3HD2 LEU A 52145. 308 0. 053 1. 666 1. 00 0. 00 H 

ATOM 734 N GLU A 53150.166 -1.641 4.216 1.00 0. 00 N 

ATOM 735 CA GLU A 53151.119 -2.445 4.972 1.00 0. 00 C 

ATOM 736 C GLU A 53150.624 -3.880 5.117 1.00 0. 00 C 

5 ATOM 737 0 GLU A 53149.715 -4.158 5.899 1.00 0.00 0 

ATOM 738 CB GLU A 53151. 353 -1. 830 6. 353 1. 00 0. 00 C 

ATOM 739 CG GLU A 53152.363 -2.593 7.195 1.00 0. 00 C 

ATOM 740 CD GLU A 53151.997 -2.614 8.666 1.00 0. 00 C 

ATOM 741 0E1 GLU A 53152.380 -3.580 9.360 1.00 0.00 0 

10 ATOM 742 0E2 GLU A 53151.327 -1.665 9.126 1.00 0.00 0 

ATOM 743 H GLU A 53149.362 -1.306 4.663 1.00 0. 00 H 

ATOM 744 HA GLU A 53152.053 -2.451 4.428 1.00 0. 00 H 

ATOM 745 1HB GLU A 53151.710 -0.819 6.229 1.00 0. 00 H 

ATOM 746 2HB GLU A 53150. 414 -1. 808 6. 887 1. 00 0. 00 H 

15 ATOM 747 1HG GLU A 53152.415 -3.610 6.838 1.00 0. 00 H 

ATOM 748 2HG GLU A 53153.330 -2.124 7.086 1.00 0. 00 H 

ATOM 749 N LEU A 54151.229 -4.789 4.359 1.00 0. 00 N 

ATOM 750 CA LEU A 54150.850 -6.196 4.403 1.00 0. 00 C 

ATOM 751 C LEU A 54151.179 -6.805 5.763 1.00 0. 00 C 

20 ATOM 752 0 LEU A 54152. 268 -6. 599 6. 300 1. 00 0. 00 0 

ATOM 753 CB LEU A 54151.564 -6.973 3.296 1.00 0. 00 C 
ATOM 754 CG LEU A 54151.397 -6.396 1.889 1.00 0. 00 C 

ATOM 755 CD 1 LEU A 54152.493 -6.907 0.968 1.00 0. 00 C 
ATOM 756 CD2 LEU A 54150. 025 -6. 742 1. 331 1. 00 0. 00 C 
25 ATOM 757 H LEU A 54151.948 -4.506 3.755 1.00 0. 00 H 
ATOM 758 HA LEU A 54149. 784 -6. 257 4. 244 1. 00 0. 00 H 
ATOM 759 1HB LEU A 54152.618 -7.003 3.529 1.00 0. 00 H 
ATOM 760 2HB LEU A 54151.183 -7.984 3.293 1.00 0. 00 H 
ATOM 761 HG LEU A 54151.478 -5.319 1.938 1.00 0. 00 H 
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ATOM 762 1HD1 LEU A 54153.458 -6.635 1.372 1.00 0. 00 H 

ATOM 763 2HD1 LEU A 54152.376 -6.467 -0.011 1.00 0. 00 H 

ATOM 764 3HD1 LEU A 54152.426 -7.982 0.891 1.00 0. 00 H 

ATOM 765 1HD2 LEU A 54149.885 -7.812 1.357 1.00 0. 00 H 

ATOM 766 2HD2 LEU A 54149.953 -6.394 0.312 1.00 0. 00 H 

ATOM 767 3HD2 LEU A 54149.262 -6.266 1.929 1.00 0. 00 H 

ATOM 768 N GLU A 55150.231 -7.556 6.314 1.00 0. 00 N 

ATOM 769 CA GLU A 55150.420 -8.196 7.610 1.00 0. 00 C 

ATOM 770 C GLU A 55151.540 -9.230 7.551 1.00 0. 00 C 

ATOM 771 0 GLU A 55152.232 -9.466 8.542 1.00 0.00 0 

ATOM 772 CB GLU A 55149.120 -8.861 8.068 1.00 0. 00 C 

ATOM 773 CG GLU A 55148.144 -7.900 8.725 1.00 0. 00 C 

ATOM 774 CD GLU A 55148.143 -8.013 10.237 1.00 0. 00 C 

ATOM 775 0E1 GLU A 55149.238 -7.979 10.837 1.00 0.00 0 

ATOM 776 0E2 GLU A 55147.046 -8.137 10.823 1.00 0.00 0 

ATOM 777 H GLU A 55149.385 -7.684 5.837 1.00 0. 00 H 

ATOM 778 HA GLU A 55150.690 -7.429 8.321 1.00 0. 00 H 

ATOM 779 1HB GLU A 55148.635 -9.303 7.210 1.00 0. 00 H 

ATOM 780 2HB GLU A 55149.358 -9.639 8.778 1.00 0. 00 H 

ATOM 781 1HG GLU A 55148.415 -6.890 8.457 1.00 0. 00 H 

ATOM 782 2HG GLU A 55147.148 -8.113 8.362 1.00 0. 00 H 

ATOM 783 N ASP A 56151.713 -9.843 6.385 1.00 0. 00 N 

ATOM 784 CA ASP A 56152.748 -10.852 6.199 1.00 0. 00 C 

ATOM 785 C ASP A 56153.972 -10.256 5.509 1.00 0. 00 C 

ATOM 786 0 ASP A 56153.857 -9.318 4.722 1.00 0.00 0 

ATOM 787 CB ASP A 56152.207 -12.024 5.379 1.00 0. 00 C 

ATOM 788 CG ASP A 56152.759 -13.358 5.842 1.00 0. 00 C 

ATOM 789 0D1 ASP A 56152.112 -14.007 6.689 1.00 0.00 0 

ATOM 790 0D2 ASP A 56153.839 -13.754 5.355 1.00 0. 00 0 
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SG 
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H 
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HA 
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ATOM 
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W 226 

ASP A 56151. 130 -9. 612 
ASP A 56153.040 -11. 212 
ASP A 56151. 131 -12. 052 
ASP A 56152.474 -11. 884 
GLU A 57155. 142 -10. 810 
GLU A 57156. 387 -10. 334 
GLU A 57156. 650 -11. 019 
GLU A 57156. 986 -12. 203 
GLU A 57157. 558 -10. 584 
GLU A 57157.490 -9.760 
GLU A 57158. 429 -10. 272 
GLU A 57159. 608 -10. 536 
GLU A 57157. 985 -10. 409 
GLU A 57155. 169 -11. 556 
GLU A 57156. 291 -9. 272 
GLU A 57157. 567 -11. 629 
GLU A 57158. 480 -10. 345 
GLU A 57157. 756 -8. 740 
GLU A 57156.480 -9. 791 
CYS A 58156. 495 -10. 269 
CYS A 58156. 716 -10. 804 
CYS A 58157. 997 -10. 242 
CYS A 58158. 317 -9. 067 
CYS A 58155. 524 -10. 482 
CYS A 58154. 176 -11. 683 
CYS A 58156. 226 -9. 331 
CYS A 58156. 812 -11. 877 
CYS A 58155. 125 -9. 517 
CYS A 58155.861 -10.447 
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5. 632 1. 00 0. 00 H 

7. 174 1. 00 0. 00 H 

5. 468 1. 00 0. 00 H 
4.341 1.00 0. 00 H 
5.811 1.00 0. 00 N 
5.219 1.00 0.00 C 
3. 882 1. 00 0. 00 C 
3. 836 1. 00 0. 00 0 

6. 172 1. 00 0. 00 C 

7. 448 1. 00 0. 00 C 

8. 522 1. 00 0. 00 C 

8. 205 1. 00 0. 00 0 

9. 682 1. 00 0. 00 0 
6. 445 1. 00 0. 00 H 

5. 053 1. 00 0. 00 H 

6. 445 1. 00 0. 00 H 
5. 663 1. 00 0. 00 H 

7. 216 1. 00 0. 00 H 
7. 828 1. 00 0. 00 H 
2. 797 1. 00 0. 00 N 
1. 459 1. 00 0. 00 C 

0. 851 1. 00 0. 00 C 

1. 030 1. 00 0. 00 0 
0. 554 1. 00 0. 00 C 

0. 653 1. 00 0. 00 S 

2. 898 1. 00 0. 00 H 

1. 542 1. 00 0. 00 H 
0. 830 1. 00 0. 00 H 

-0. 472 1. 00 0. 00 H 
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-10. 113 
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0. 00 0 
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CB 
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-11. 895 
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1. 00 


0.00 c 
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H 
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-12. 014 
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1. 00 
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HA 
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-10. 168 
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0. 00 H 
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0. 00 H 
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-2. 012 


1. 00 


0. 00 C 


15 

1 LI 
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il 1 vy in 


834 


0 


GLY A 


60159. 649 


-5. 115 


-2. 587 


1. 00 


0. 00 0 
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11 X \J 1U 


835 


H 


GLY A 


60160. 591 


-8. 225 


-0. 677 


1. 00 


0. 00 H 
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1 1 X \J 111 


836 
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60160. 880 


-7. 305 


-3. 044 


1. 00 


0. 00 H 
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60159. 236 


-7. 880 


-3. 274 


1. 00 


0. 00 H 




ATOM 


838 


N 


CYS A 


61158. 669 


-6. 247 


-0. 907 


1. 00 


0.00 N 


20 


ATOM 

11 X \J ill 


839 


CA 


CYS A 


61158. 098 


-5. 055 


-0. 290 


1. 00 


0. 00 C 




ATOM 


840 


c 


CYS A 


61159. 175 


-4. 242 


0. 422 


1. 00 


0. 00 C 




ATOM 


841 


0 


CYS A 


61160. 259 


-4. 749 


0. 712 


1. 00 


0. 00 0 




ATOM 


842 


CB 


CYS A 


61156. 999 


-5. 444 


0. 700 


1. 00 


0. 00 C 




ATOM 


843 


SG 


CYS A 


61155. 806 


-6. 635 


0. 046 


1. 00 


0. 00 S 


25 


ATOM 


844 


H 


CYS A 


61158. 508 


-7. 121 


-0. 495 


1. 00 


0. 00 H 
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HA 

an. 
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-1 074 


1 00 

I • \J\J 


0 00 H 

V/. \J\J 11 




ATOM 


846 


1HB 


CYS A 


61157. 452 


-5. 882 


1. 576 


1. 00 


0. 00 H 




ATOM 


847 


2HB 


CYS A 


61156. 453 


-4. 556 


0. 988 


1. 00 


0. 00 H 




ATOM 


848 


HG 


CYS A 


61156. 257 


-7. 181 


-0. 602 


1. 00 


0. 00 H 
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ATOM 


849 


N 


THR A 


62158. 869 


-2. 979 


0. 700 


1. 00 


0.00 N 




ATOM 


850 


CA 


THR A 


62159. 811 


-2. 096 


1.378 


1. 00 


0.00 C 




ATOM 
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C 


THR A 


62159. 450 


-1. 944 


2. 852 


1. 00 


0. 00 C 




ATOM 
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0 


THR A 


62158. 508 


-2. 571 


3. 338 


1. 00 


0. 00 0 


5 


ATOM 
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CB 


THR A 


62159. 834 


-0. 725 


0. 702 


1. 00 


0. 00 C 




ATOM 
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0G1 


THR A 


62158. 569 


-0. 422 


0. 140 


1. 00 


0.00 0 




ATOM 


855 


CG2 


THR A 


62160. 865 


-0. 617 


-0. 400 


1. 00 


0.00 c 




ATOM 


856 


H 


THR A 


62157. 989 


-2. 632 


0. 443 


1. 00 


0. 00 H 




ATOM 


857 


HA 


THR A 


62160. 793 


-2. 540 


1. 305 


1. 00 


0. 00 H 


10 


ATOM 


858 


HB 


THR A 


62160. 063 


0. 027 


1. 444 


1. 00 


0. 00 H 




ATOM 


859 


HG1 


THR A 


62158. 577 


0. 476 


-0. 200 


1. 00 


0. 00 H 




ATOM 
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1HG2 


THR A 


62161. 107 


0. 422 


-0. 567 


1. 00 


0. 00 H 




ATOM 


861 


2HG2 


THR A 


62160. 466 


-1. 044 


-1. 309 


1. 00 


0. 00 H 




ATOM 


862 


3HG2 


THR A 


62161. 757 


-1. 153 


-0. 112 


1. 00 


0. 00 H 


15 
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N 


ASP A 


63160. 204 


-1. 108 


3. 557 


1. 00 


0. 00 N 
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CA 
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1. 00 


0. 00 C 
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c 
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63159. 263 
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5. 197 
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0. 00 c 
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0 
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63159. 501 


1. 144 


6. 194 


1. 00 


0. 00 0 
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CB 


ASP A 


63161. 283 


-0. 905 


5. 752 


1. 00 


0. 00 c 


20 


ATOM 


868 


CG 


ASP A 


63162. 354 


-0. 050 


5. 104 


1. 00 


0. 00 c 
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869 


0D1 
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63163. 372 


-0. 615 


4. 652 


1. 00 


0. 00 0 




ATOM 
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0D2 


ASP A 


63162. 175 


1. 185 


5. 048 


1. 00 


0. 00 0 




ATOM 
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H 


ASP A 


63160. 940 


-0. 637 


3. 114 


1. 00 


0.00 H 
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HA 
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63159. 324 


-1. 665 


5. 339 


1. 00 


0. 00 H 
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N 
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ATOM 
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CA 


GLY A 


64157. 676 


2. 087 


4. 367 


1. 00 


0. 00 C 




ATOM 


877 


C 


GLY A 


64158. 318 


3. 199 


3. 562 


1. 00 


0. 00 c 
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ATOM 878 0 GLY A 64158.413 4.336 4.025 1.00 0.00 0 

ATOM 879 H GLY A 64158.249 0.250 3.485 1.00 0. 00 H 

ATOM 880 1HA GLY A 64156.666 1.940 4.016 1.00 0. 00 H 

ATOM 881 2HA GLY A 64157.644 2.382 5.406 1.00 0. 00 H 

5 ATOM 882 N THR A 65158.763 2.871 2.353 1.00 0. 00 N 

ATOM 883 CA THR A 65159.400 3.850 1.481 1.00 0. 00 C 

ATOM 884 C THR A 65159.035 3.600 0.022 1.00 0. 00 C 

ATOM 885 0 THR A 65159.312 2.531 -0.524 1.00 0.00 0 

ATOM 886 CB THR A 65160.919 3.805 1.652 1.00 0. 00 C 

10 ATOM 887 0G1 THR A 65161.395 2.473 1.559 1.00 0.00 0 

ATOM 888 CG2 THR A 65161.390 4.368 2.976 1.00 0. 00 C 

ATOM 889 H THR A 65158.659 1.948 2.040. 1.00 0. 00 H 

ATOM 890 HA THR A 65159.044 4.829 1.766 1.00 0. 00 H 

ATOM 891 HB THR A 65161.377 4.385 0.865 1.00 0. 00 H 

15 ATOM 892 HG1 THR A 65161.050 2.065 0.762 1.00 0. 00 H 

ATOM 893 1HG2 THR A 65160.959 5.348 3.123 1.00 0. 00 H 

ATOM 894 2HG2 THR A 65162.466 4.445 2.972 1.00 0. 00 H 

ATOM 895 3HG2 THR A 65161.078 3.714 3.777 1.00 0. 00 H 

ATOM 896 N PHE A 66158.411 4.591 -0.606 1.00 0. 00 N 

20 ATOM 897 CA PHE A 66158.008 4.479 -2.003 1.00 0. 00 C 

ATOM 898 C PHE A 66159.094 5.022 -2.927 1.00 0. 00 C 

ATOM 899 0 PHE A 66159.201 6.230 -3.130 1.00 0.00 0 

ATOM 900 CB PHE A 66156.697 5.230 -2.241 1.00 0. 00 C 

ATOM 901 CG PHE A 66156.012 4.848 -3.522 1.00 0. 00 C 

25 ATOM 902 CD 1 PHE A 66155.529 5.822 -4.381 1.00 0. 00 C 

ATOM 903 CD2 PHE A 66155.849 3.516 -3.865 1.00 0. 00 C 

ATOM 904 CE1 PHE A 66154.899 5.474 -5.560 1.00 0. 00 C 

ATOM 905 CE2 PHE A 66155.218 3.161 -5.042 1.00 0. 00 C 

ATOM 906 CZ PHE A 66154.742 4.141 -5.892 1.00 0. 00 C 
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0. 00 N 


9H 
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U 1 1 u U» el tct: 
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0. 00 N 




ATOM 

Al Ulu 
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H 
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-3. 282 


1. 00 


0. 00 H 




ATOM 

A1U1YL 


928 


HA 


ARG A 


67161 493 


3. 612 


-4. 686 


1. 00 


0. 00 H 




ATOM 


929 


1HB 


ARG A 


67160 055 

VJ l X VJ VJ • VUU 


6. 179 


-5. 355 


1. 00 


0. 00 H 




ATOM 
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2HB 


ARG A 


67161 188 

VJ 1 1 U Jli X VJ VJ 


5. 290 
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1. 00 


0. 00 H 
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ATOM 


933 


1HD 


ARG A 


67157. 310 


5. 077 


-6. 876 


1. 00 


0. 00 H 




ATOM 


934 2HD 


ARG A 


67158. 483 


6. 380 


-6.691 


1. 00 


0.00 H 
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HE 
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-8. 876 
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0. 00 H 
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936 1HH1 ARG A 67157.403 3.225 -7.795 1.00 0. 00 H 

937 2HH1 ARG A 67157.361 2.504 -9.370 1.00 0. 00 H 

938 1HH2 ARG A 67159. 022 5. 145 -10. 947 1. 00 0. 00 H 

939 2HH2 ARG A 67158.282 3.594 -11.159 1.00 0. 00 H 

940 N GLY A 68162.086 5.279 -2.372 1.00 0. 00 N 

941 CA GLY A 68162.998 6.111 -1.610 1.00 0. 00 C 

942 C GLY A 68162.279 7.180 -0.808 1.00 0. 00 C 

943 0 GLY A 68162.795 7.658 0.202 1.00 0.00 0 

944 H GLY A 68161.558 4.591 -1.917 1.00 0. 00 H 

945 1HA GLY A 68163.558 5.485 -0.931 1.00 0. 00 H 

946 2HA GLY A 68163.686 6.590 -2.291 1.00 0. 00 H 

947 N THR A 69161.086 7.556 -1.260 1.00 0. 00 N 

948 CA THR A 69160.299 8. 575 -0.576 1.00 0. 00 C 

949 C THR A 69159.624 8.002 0.666 1.00 0. 00 C 

950 0 THR A 69158.538 7.428 0.585 1.00 0.00 0 

951 CB THR A 69159.245 9.152 -1.523 1.00 0. 00 C 

952 0G1 THR A 69159.760 9.271 -2.836 1.00 0.00 0 

953 CG2 THR A 69158.746 10.518 -1.101 1.00 0. 00 C 

954 H THR A 69160.728 7.138 -2.070 1.00 0. 00 H 

955 HA THR A 69160. 969 9. 365 -0. 275 1. 00 0. 00 H 

956 HB THR A 69158.396 8.484 -1.549 1.00 0. 00 H 

957 HG1 THR A 69159.603 8.454 -3.317 1.00 0. 00 H 

958 1HG2 THR A 69157. 684 10. 586 -1. 285 1. 00 0. 00 H 

959 2HG2 THR A 69159.259 11.280 -1.670 1.00 0. 00 H 

960 3HG2 THR A 69158.939 10.663 -0.048 1.00 0. 00 H 

961 N ARG A 70160. 275 8. 161 1. 813 1. 00 0. 00 N 

962 CA ARG A 70159.738 7.659 3.073 1.00 0. 00 C 

963 C ARG A 70158.513 8.463 3.499 1.00 0. 00 C 

964 0 ARG A 70158.554 9.692 3.554 1.00 0.00 0 
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ATOM 965 CB ARG A 70160.806 7.716 4.166 1.00 0. 00 C 

ATOM 966 CG ARG A 70160.332 7.181 5.508 1.00 0. 00 C 

ATOM 967 CD ARG A 70160. 920 7. 975 6. 663 1. 00 0. 00 C 

ATOM 968 NE ARG A 70162.233 7.472 7.062 1.00 0. 00 N 

5 ATOM 969 CZ ARG A 70163.084 8.150 7.828 1.00 0. 00 C 

ATOM 970 NH1 ARG A 70162.766 9.356 8.281 1.00 0. 00 N 

ATOM 971 NH2 ARG A 70164.258 7.619 8.143 1.00 0. 00 N 

ATOM 972 H ARG A 70161.137 8.627 1.813 1.00 0. 00 H 

ATOM 973 HA ARG A 70159.444 6.631 2.921 1.00 0. 00 H 

10 ATOM 974 1HB ARG A 70161.659 7.134 3.851 1.00 0. 00 H 

ATOM 975 2HB ARG A 70161.112 8.743 4.300 1.00 0. 00 H 

ATOM 976 1HG ARG A 70159.255 7.245 5.551 1.00 0. 00 H 

ATOM 977 2HG ARG A 70160. 636 6. 149 5. 600 1. 00 0. 00 H 

ATOM 978 1HD ARG A 70161.017 9.007 6.361 1.00 0. 00 H 

15 ATOM 979 2HD ARG A 70160. 248 7.909 7.506 1.00 0. 00 H 

ATOM 980 HE ARG A 70162.494 6.584 6.741 1.00 0. 00 H 

ATOM 981 1HH1 ARG A 70161.882 9.762 8.048 1.00 0. 00 H 

ATOM 982 2HH1 ARG A 70163.409 9.859 8.857 1.00 0. 00 H 

ATOM 983 1HH2 ARG A 70164.503 6.711 7.805 1.00 0. 00 H 

20 ATOM 984 2HH2 ARG A 70164.898 8.127 8.720 1.00 0. 00 H 

ATOM 985 N TYR A 71157.426 7.760 3.799 1.00 0. 00 N 

ATOM 986 CA TYR A 71156.189 8.408 4.220 1.00 0. 00 C 

ATOM 987 C TYR A 71155.841 8.032 5.657 1.00 0. 00 C 

ATOM 988 0 TYR A 71155.425 8.880 6.447 1.00 0.00 0 

25 ATOM 989 CB TYR A 71155.042 8.019 3.287 1.00 0. 00 C 

ATOM 990 CG TYR A 71155.198 8.551 1.879 1.00 0. 00 C 

ATOM 991 CD1TYRA 71155.353 7.686 0.804 1.00 0. 00 C 

ATOM 992 CD2TYRA 71155.192 9.917 1.628 1.00 0. 00 C 

ATOM 993 CE1TYRA 71155.496 8.168 -0.485 1.00 0. 00 C 
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CE2 TYR A 71155.334 10.406 0.343 1.00 0. 00 C 

CZ TYR A 71155.486 9.528 -0.709 1.00 0. 00 C 

OH TYR A 71155.628 10.012 -1.989 1.00 0.00 0 

H TYR A 71157.456 6.783 3.735 1.00 0. 00 H 

HA TYR A 71156.339 9.476 4.167 1.00 0. 00 H 

LHB TYR A 71154.983 6.943 3.229 1.00 0. 00 H 

MB TYR A 71154.116 8.405 3.687 1.00 0. 00 H 

HD1 TYR A 71155.360 6.621 0.982 1.00 0. 00 H 

HD2 TYR A 71155.073 10.603 2.454 1.00 0. 00 H 

HE 1 TYR A 71155.615 7.480 -1.308 1.00 0. 00 H 

HE2 TYR A 71155.326 11.472 0.168 1.00 0. 00 H 

HH TYR A 71154.788 10.360 -2.295 1.00 0. 00 H 

N PHE A 72156.013 6.757 5.987 1.00 0. 00 N 

CA PHE A 72155.716 6.268 7.329 1.00 0. 00 C 

C PHE A 72156.781 5.282 7.797 1.00 0. 00 C 

0 PHE A 72157.740 5.001 7.079 1.00 0.00 0 

CB PHE A 72154.339 5.603 7.358 1.00 0. 00 C 

CG PHE A 72154.122 4.623 6.241 1.00 0. 00 C 

CD1 PHE A 72154. 270 3. 261 6. 457 1. 00 0. 00 C 

CD2 PHE A 72153.771 5.062 4.974 1.00 0. 00 C 

CE1 PHE A 72154.071 2.357 5.431 1.00 0. 00 C 

CE2 PHE A 72153. 570 4. 163 3. 944 1. 00 0. 00 C 

CZ PHE A 72153. 720 2. 809 4. 173 1. 00 0. 00 C 

H PHE A 72156. 346 6. 129 5. 313 1. 00 0. 00 H 

HA PHE A 72155.710 7.117 7.997 1.00 0. 00 H 

1HB PHE A 72154.223 5.072 8.291 1.00 0. 00 H 

2HB PHE A 72153.578 6.365 7.285 1.00 0. 00 H 

HD1 PHE A 72154.543 2.908 7.440 1.00 0. 00 H 

HD2 PHE A 72153.653 6.120 4.795 1.00 0. 00 H 
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ATOM 1023 HE1 PHE A 72154.190 1.300 5.612 1.00 0. 00 H 

ATOM 1024 HE2 PHE A 72153.297 4.519 2.962 1.00 0. 00 H 

ATOM 1025 HZ PHE A 72153.564 2.104 3.370 1.00 0. 00 H 

ATOM 1026 N THR A 73156.605 4.760 9.007 1.00 0. 00 N 

ATOM 1027 CA THR A 73157.551 3.805 9.573 1.00 0. 00 C 

ATOM 1028 C THR A 73156.871 2.469 9.856 1.00 0. 00 C 

ATOM 1029 0 THR A 73156.113 2.338 10.817 1.00 0.00 0 

ATOM 1030 CB THR A 73158.162 4.361 10.860 1.00 0. 00 C 

ATOM 1031 0G1THRA 73157.244 5.211 11.525 1.00 0.00 0 

ATOM 1032 CG2 THR A 73159.432 5.152 10.626 1.00 0. 00 C 

ATOM 1033 H THR A 73155.821 5.023 9.533 1.00 0. 00 H 

ATOM 1034 HA THR A 73158.337 3.648 8.850 1.00 0. 00 H 

ATOM 1035 HB THR A 73158.401 3.539 11.518 1.00 0. 00 H 

ATOM 1036 HG1THRA 73156.707 4.692 12.128 1.00 0. 00 H 

ATOM 1037 1HG2THRA 73159.457 5.998 11.296 1.00 0. 00 H 

ATOM 1038 2HG2THRA 73159.456 5.500 9.604 1.00 0. 00 H 
ATOM 1039 3HG2THRA 73160.288 4.521 10.812 1.00 0. 00 H 
ATOM 1040 N CYS A 74157.149 1.479 9.013 1.00 0. 00 N 
ATOM 1041 CA CYS A 74156.565 0.153 9.173 1.00 0. 00 C 
ATOM 1042 C CYS A 74157.648 -0.922 9.171 1.00 0. 00 C 
ATOM 1043 0 CYS A 74158. 817 -0. 639 8. 913 1. 00 0. 00 0 
ATOM 1044 CB CYS A 74155. 556 -0. 121 8. 056 1. 00 0. 00 C 
ATOM 1045 SG CYS A 74153. 872 0. 415 8. 436 1. 00 0. 00 S 
ATOM 1046 H CYS A 74157. 762 1. 645 8. 266 1. 00 0. 00 H 
ATOM 1047 HA CYS A 74156. 052 0. 128 10. 122 1. 00 0. 00 H 
ATOM 1048 1HB CYS A 74155.871 0.396 7.162 1.00 0. 00 H 
ATOM 1049 2HB CYS A 74155. 527 -1. 183 7. 860 1. 00 0. 00 H 
ATOM 1050 HG CYS A 74153. 370 -0. 356 8. 709 1. 00 0. 00 H 
ATOM 1051 N ALA A 75157.249 -2.157 9.460 1.00 0. 00 N 
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ATOM 1052 CA ALA A 75158.185 -3.274 9.491 1.00 0. 00 C 

ATOM 1053 C ALA A 75158.860 -3.461 8.137 1.00 0. 00 C 

ATOM 1054 0 ALA A 75158.563 -2.747 7.180 1.00 0.00 0 

ATOM 1055 CB ALA A 75157.469 -4.549 9.908 1.00 0. 00 C 

5 ATOM 1056 H ALA A 75156.303 -2.320 9.657 1.00 0. 00 H 

ATOM 1057 HA ALA A 75158.940 -3.054 10.232 1.00 0. 00 H 

ATOM 1058 1HB ALA A 75156.425 -4.479 9.643 1.00 0. 00 H 

ATOM 1059 2HB ALA A 75157.562 -4.681 10.976 1.00 0. 00 H 

ATOM 1060 3HB ALA A 75157.913 -5.393 9.401 1.00 0. 00 H 

10 ATOM 1061 N LEU A 76159.770 -4.427 8.064 1.00 0. 00 N 

ATOM 1062 CA LEU A 76160.488 -4.709 6.827 1.00 0. 00 C 

ATOM 1063 C LEU A 76159.705 -5.684 5.953 1.00 0. 00 C 

ATOM 1064 0 LEU A 76159.141 -6.660 6.447 1.00 0.00 0 

ATOM 1065 CB LEU A 76161.873 -5.281 7.135 1.00 0. 00 C 

15 ATOM 1066 CG LEU A 76162.966 -4.238 7.375 1.00 0. 00 C 

ATOM 1067 CD 1 LEU A 76164.095 -4.830 8.205 1.00 0. 00 C 

ATOM 1068 CD2 LEU A 76163.495 -3.708 6.051 1.00 0. 00 C 

ATOM 1069 H LEU A 76159.964 -4.963 8.862 1.00 0. 00 H 

ATOM 1070 HA LEU A 76160.604 -3.778 6.292 1.00 0. 00 H 

20 ATOM 1071 1HB LEU A 76161.795 -5.901 8.016 1.00 0. 00 H 

ATOM 1072 2HB LEU A 76162.176 -5.901 6.305 1.00 0. 00 H 

ATOM 1073 HG LEU A 76162.547 -3.408 7.926 1. 00 0.00 H 

ATOM 1074 1HD1 LEU A 76164.504 -4.068 8.851 1.00 0. 00 H 

ATOM 1075 2HD1 LEU A 76164.869 -5.199 7.548 1.00 0. 00 H 

25 ATOM 1076 3HD1 LEU A 76163.713 -5.643 8.803 1.00 0. 00 H 

ATOM 1077 1HD2 LEU A 76163.973 -2.752 6.212 1.00 0. 00 H 

ATOM 1078 2HD2 LEU A 76162.676 -3.589 5.357 1.00 0. 00 H 

ATOM 1079 3HD2 LEU A 76164.213 -4.406 5.645 1.00 0. 00 H 

ATOM 1080 N LYS A 77159.676 -5.413 4.652 1.00 0. 00 N 
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1081 CA LYS A 77158.962 -6.266 3.709 1.00 0. 00 C 

1082 C LYS A 77157.473 -6.313 4.036 1.00 0. 00 C 

1083 0 LYS A 77156. 840 -7. 365 3. 949 1. 00 0. 00 0 

1084 CB LYS A 77159.546 -7.681 3.727 1.00 0. 00 C 

1085 CG LYS A 77161.022 -7.735 3.366 1.00 0. 00 C 

1086 CD LYS A 77161.222 -7.948 1.874 1.00 0. 00 C 

1087 CE LYS A 77162.466 -7.232 1.372 1.00 0. 00 C 

1088 NZ LYS A 77163.176 -8.018 0.325 1.00 0. 00 N 

1089 H LYS A 77160.145 -4.620 4.319 1.00 0. 00 H 

1090 HA LYS A 77159.089 -5.848 2.722 1.00 0. 00 H 

1091 1HB LYS A 77159.425 -8.095 4.717 1.00 0. 00 H 

1092 2HB LYS A 77159.002 -8.292 3.022 1.00 0. 00 H 

1093 1HG LYS A 77161.487 -6.804 3.653 1.00 0. 00 H 

1094 2HG LYS A 77161.484 -8.552 3.902 1.00 0. 00 H 

1095 1HD LYS A 77161.325 -9.005 1.681 1.00 0. 00 H 

1096 2HD LYS A 77160.360 -7.566 1.347 1.00 0. 00 H 

1097 1HE LYS A 77162.174 -6.278 0.956 1.00 0. 00 H 

1098 2HE LYS A 77163.133 -7.070 2.205 1.00 0. 00 H 

1099 1HZ LYS A 77162.881 -7.702 -0.620 1.00 0. 00 H 

1100 2HZ LYS A 77162.953 -9.029 0.426 1.00 0. 00 H 

1101 3HZ LYS A 77164.204 -7.890 0.418 1.00 0. 00 H 

1102 N LYS A 78156.919 -5.165 4.412 1.00 0. 00 N 

1103 CA LYS A 78155. 503 -5.075 4.751 1.00 0. 00 C 

1104 C LYS A 78154.937 -3.711 4.366 1.00 0. 00 C 

1105 0 LYS A 78154.084 -3.163 5.064 1.00 0.00 0 

1106 CB LYS A 78155.299 -5.322 6.246 1.00 0. 00 C 

1107 CG LYS A 78155.835 -6.663 6.719 1.00 0. 00 C 

1108 CD LYS A 78155.588 -6.870 8.205 1.00 0. 00 C 

1109 CE LYS A 78154.371 -7.748 8.450 1.00 0. 00 C 
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ATOM 1139 CG LEU A 80152.015 -3.461 -2.409 1.00 0. 00 C 

ATOM 1140 CD 1 LEU A 80153.127 -4.072 -3.247 1.00 0. 00 C 

ATOM 1141 CD2 LEU A 80150.742 -4.287 -2.524 1.00 0. 00 C 

ATOM 1142 H LEU A 80152.798 -2.140 1.481 1.00 0. 00 H 

5 ATOM 1143 HA LEU A 80154.135 -2.042 -1.143 1.00 0. 00 H 

ATOM 1144 1HB LEU A 80153.083 -4.188 -0.712 1.00 0. 00 H 

ATOM 1145 2HB LEU A 80151.565 -3.399 -0.328 1.00 Oi 00 H 

ATOM 1146 HG LEU A 80151.811 -2.473 -2.795 1. 00 0. 00 H 

ATOM 1147 1HD1 LEU A 80153.127 -3.621 -4.229 1.00 0. 00 H 

10 ATOM 1148 2HD1 LEU A 80152.964 -5.136 -3.340 1.00 0. 00 H 

ATOM 1149 3HD1 LEU A 80154.078 -3.894 -2.769 1.00 0. 00 H 

ATOM 1150 1HD2 LEU A 80150.387 -4.261 -3.543 1.00 0. 00 H 

ATOM 11512HD2LEUA 80149.988 -3.878 -1.868 1.00 0. 00 H 

ATOM 1152 3HD2 LEU A 80150.950 -5.308 -2.240 1.00 0. 00 H 

15 ATOM 1153 N PHE A 81152.859 -0.100 -1.976 1.00 0. 00 N 

ATOM 1154 CA PHE A 81152.162 1.091 -2.449 1.00 0. 00 C 

ATOM 1155 C PHE A 81151.323 0.776 -3.683 1.00 0. 00 C 

ATOM 1156 0 PHE A 81151.796 0.136 -4.621 1.00 0.00 0 

ATOM 1157 CB PHE A 81153.164 2.201 -2.768 1.00 0. 00 C 

20 ATOM 1158 CG PHE A 81153.781 2.823 -1.548 1.00 0. 00 C 

ATOM 1159 CD 1 PHE A 81154.882 2.242 -0.940 1.00 0. 00 C 

ATOM 1160 CD2 PHE A 81153.260 3.988 -1.009 1.00 0. 00 C 

ATOM 1161 CE1 PHE A 81155.453 2.812 0. 182 1. 00 0. 00 C 

ATOM 1162 CE2 PHE A 81153.826 4.563 0.113 1.00 0. 00 C 

25 ATOM 1163 CZ PHE A 81154.924 3.973 0.710 1.00 0. 00 C 

ATOM 1164 H PHE A 81153.705 -0.357 -2.399 1.00 0. 00 H 

ATOM 1165 HA PHE A 81151.507 1.426 -1.658 1.00 0. 00 H 

ATOM 1166 1HB PHE A 81153.961 1.794 -3.372 1.00 0. 00 H 

ATOM 1167 2HB PHE A 81152.662 2.981 -3.323 1.00 0. 00 H 
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ATOM 1168 HD1 PHE A 81155.297 1.334 -1.352 1.00 0. 00 H 

ATOM 1169 HD2 PHE A 81152.401 4.449 -1.475 1.00 0. 00 H 

• ATOM 1170 HE 1 PHE A 81156.311 2.349 0.646 1.00 0. 00 H 

ATOM 1171 HE2 PHE A 81153.410 5.471 0.523 1.00 0. 00 H 

5 ATOM 1172 HZ PHE A 81155.368 4.421 1.586 1.00 0. 00 H 

ATOM 1173 N VAL A 82150.074 1.230 -3.674 1.00 0. 00 N 

ATOM 1174 CA VAL A 82149.168 0.997 -4.793 1.00 0. 00 C 

ATOM 1175 C VAL A 82148.207 2.167 -4.975 1.00 0. 00 C 

ATOM 1176 0 VAL A 82148.090 3.029 -4.105 1.00 0.00 0 

10 ATOM 1177 CB VAL A 82148.354 -0.295 -4.597 1.00 0. 00 C 

ATOM 1178 CGI VAL A 82149.264 -1.512 -4.631 1.00 0. 00 C 

ATOM 1179 CG2 VAL A 82147.570 -0.241 -3.294 1.00 0. 00 C 

ATOM 1180 H VAL . A 82149.753 1.734 -2.896 1.00 0. 00 H 

ATOM 1181 HA VAL A 82149.764 0.890 -5.687 1.00 0. 00 H 

15 ATOM 1182 HB VAL A 82147.648 -0.379 -5.412 1.00 0. 00 H 

ATOM 1183 1HG1 VAL A 82150.134 -1.294 -5.233 1.00 0. 00 H 

ATOM 1184 2HG1 VAL A 82148.732 -2.349 -5.058 1.00 0. 00 H 

ATOM 1185 3HG1 VAL A 82149.574 -1.758 -3.626 1.00 0. 00 H 

ATOM 1186 1HG2 VAL A 82147.581 -1.214 -2.825 1.00 0. 00 H 

20 ATOM 1187 2HG2 VAL A 82146.551 0.050 -3.498 1.00 0. 00 H 

ATOM 1188 3HG2 VAL A 82148.025 0.482 -2.631 1.00 0. 00 H 

ATOM 1189 N LYS A 83147.522 2.190 -6.114 1.00 0. 00 N 

ATOM 1190 CA LYS A 83146.571 3.255 -6.413 1.00 0. 00 C 

ATOM 1191 C LYS A 83145.380 3.204 -5.464 1.00 0. 00 C 

25 ATOM 1192 0 LYS A 83144.707 2.180 -5.348 1.00 0.00 0 

ATOM 1193 CB LYS A 83146.091 3.145 -7.860 1.00 0. 00 C 

ATOM 1194 CG LYS A 83147.213 3.230 -8.882 1.00 0. 00 C 

ATOM 1195 CD LYS A 83146.736 2.827 -10.268 1.00 0. 00 C 

ATOM 1196 CE LYS A 83147.304 3.741 -11.341 1.00 0. 00 C 
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ATOM 1197 NZ LYS A 83147.522 3.022 -12.627 1.00 0. 00 N 

ATOM 1198 H LYS A 83147.660 1.475 -6.769 1.00 0. 00 H 

ATOM 1199 HA LYS A 83147.079 4.199 -6.281 1.00 0. 00 H 

ATOM 1200 1HB LYS A 83145.586 2.200 -7.989 1.00 0. 00 H 

5 ATOM 1201 2HB LYS A 83145.393 3.945 -8.058 1.00 0. 00 H 

ATOM 1202 1HG LYS A 83147.577 4.246 -8.918 1.00 0. 00 H 

ATOM 1203 2HG LYS A 83148.012 2.569 -8.579 1.00 0. 00 H 

ATOM 1204 1HD LYS A 83147.055 1.814 -10.467 1.00 0. 00 H 

ATOM 1205 2HD LYS A 83145.658 2.878 -10.297 1.00 0. 00 H 

10 ATOM 1206 1HE LYS A 83146.613 4.554 -11.507 1.00 0. 00 H 

ATOM 1207 2HE LYS A 83148.247 4.137 -10.995 1.00 0. 00 H 

ATOM 1208 1HZ LYS A 83148.420 2.497 -12.595 1.00 0. 00 H 

ATOM 1209 2HZ LYS A 83147.557 3.699 -13.414 1.00 0. 00 H 

ATOM 1210 3HZ LYS A 83146.746 2.349 -12.796 1.00 0. 00 H 

15 ATOM 1211 N LEU A 84145.125 4.318 -4.788 1.00 0. 00 N 

ATOM 1212 CA LEU A 84144.015 4.410 -3.849 1.00 0. 00 C 

ATOM 1213 C LEU A 84142.685 4.149 -4.549 1.00 0. 00 C 

ATOM 1214 0 LEU A 84141.743 3.636 -3.944 1.00 0.00 0 

ATOM 1215 CB LEU A 84143.997 5.791 -3.189 1.00 0. 00 C 

20 ATOM 1216 CG LEU A 84142.811 6.051 -2.258 1.00 0. 00 C 

ATOM 1217 CD1 LEU A 84142. 917 5.194 -1.006 1.00 0. 00 C 

ATOM 1218 CD2 LEU A 84142. 737 7. 526 -1. 891 1. 00 0. 00 C 

ATOM 1219 H LEU A 84145.698 5.101 -4.926 1.00 0. 00 H 

ATOM 1220 HA LEU A 84144.162 3.659 -3.087 1.00 0. 00 H 

25 ATOM 1221 1HB LEU A 84144.908 5.907 -2.620 1.00 0. 00 H 

ATOM 1222 2HB LEU A 84143.984 6.537 -3.969 1.00 0. 00 H 

ATOM 1223 HG LEU A 84141.896 5.786 -2.767 1.00 0. 00 H 

ATOM 1224 1HD1 LEU A 84143.435 5.745 -0.236 1.00 0. 00 H 

ATOM 1225 2HD1 LEU A 84143.465 4.291 -1.234 1.00 0. 00 H 
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ATOM 1226 3HD1 LEU A 84141.927 4.936 -0.662 1.00 0. 00 H 

ATOM 1227 1HD2 LEU A 84141.795 7.729 -1.404 1.00 0. 00 H 

ATOM 1228 2HD2 LEU A 84142.815 8.124 -2.787 1.00 0. 00 H 

ATOM 1229 3HD2 LEU A 84143. 549 7. 772 -1. 222 1. 00 0. 00 H 

5 ATOM 1230 N LYS A 85142.616 4.505 -5.827 1.00 0. 00 N 

ATOM 1231 CA LYS A 85141.401 4.310 -6.611 1.00 0. 00 C 

ATOM 1232 C LYS A 85141.072 2.826 -6.754 1.00 0. 00 C 

ATOM 1233 0 LYS A 85139.912 2.453 -6.932 1.00 0.00 0 

ATOM 1234 CB LYS A 85141.555 4.944 -7.994 1.00 0. 00 C 

10 ATOM 1235 CG LYS A 85142. 656 4.315 -8.833 1.00 0. 00 C 

ATOM 1236 CD LYS A 85143.327 5.341 -9.732 1.00 0. 00 C 

ATOM 1237 CE LYS A 85142.637 5.432 -11.083 1.00 0. 00 C 

ATOM 1238 NZ LYS A 85141.191 5.755 -10.950 1.00 0. 00 N 

ATOM 1239 H LYS A 85143.400 4.910 -6.254 1.00 0. 00 H 
15 ATOM 1240 HA LYS A 85140.590 4.797 -6.091 1.00 0. 00 H 
ATOM 1241 1HB LYS A 85140.622 4.844 -8.529 1.00 0. 00 H 
ATOM 1242 2HB LYS A 85141.779 5.994 -7.874 1.00 0. 00 H 
ATOM 1243 1HG LYS A 85143.397 3.888 -8.175 1.00 0. 00 H 
ATOM 1244 2HG LYS A 85142.226 3.537 -9.447 1.00 0. 00 H 
20 ATOM 1245 1HD LYS A 85143.284 6.308 -9.252 1.00 0. 00 H 
ATOM 1246 2HD LYS A 85144.358 5.055 -9.881 1.00 0. 00 H 
ATOM 1247 1HE LYS A 85143.117 6.205 -11.666 1.00 0. 00 H 
ATOM 1248 2HE LYS A 85142.741 4.484 -11.590 1.00 0. 00 H 
ATOM 1249 1HZ LYS A 85140.781 5.957 -11.884 1.00 0. 00 H 
25 ATOM 1250 2HZ LYS A 85141.065 6.590 -10.342 1.00 0. 00 H 
ATOM 1251 3HZ LYS A 85140.683 4.953 -10.526 1.00 0. 00 H 
ATOM 1252 N SERA 86142.098 1.984 -6.674 1.00 0. 00 N 
ATOM 1253 CA SER A 86141. 913 0.542 -6.794 1.00 0. 00 C 
ATOM 1254 C SERA 86141.835 -0.115 -5.420 1.00 0. 00 C 
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SER A 86142. 239 -1. 265 

SERA 86143.057 -0.073 

SERA 86143.348 0.704 

SERA 86143.000 2.340 

SERA 86140.984 0.370 

SER A 86143. 942 -0. 126 

SERA 86142.778 -1.068 

SER A 86144. 296 0. 706 

CYS A 87141. 311 0. 621 

CYS A 87141. 180 0. 107 

CYS A 87139. 712 0.006 

CYS A 87138. 868 0. 749 

CYS A 87141. 929 1. 008 

CYS A 87143. 720 1. 039 

CYS A 87141. 005 1. 530 

CYS A 87141. 616 -0.880 

CYS A 87141.568 2.020 

CYS A 87141. 741 0. 665 

CYS A 87144. 138 0. 829 

ARG A 88139.416 -0.921 

ARG A 88138.050 -1.121 

ARG A 88138. 005 -1. 203 

ARG A 88138. 924 -1. 729 

ARG A 88137.458 -2.394 

ARG A 88136.431 -2.125 

ARG A 88135.076 -2.726 

ARG A 88134.097 -1.701 

ARG A 88133.646 -0.781 
ARG A 88134.084 -0.752 



PCT/JP2003/010288 

-5. 247 1. 00 0. 00 0 

-7. 602 1. 00 0. 00 C 

-8. 751 1. 00 0. 00 0 

-6. 531 1. 00 0. 00 H 

-7.316 1.00 0. 00 H 

-6. 986 1. 00 0. 00 H 

-7. 916 1. 00 0. 00 H 

-8. 905 1. 00 0. 00 H 

-4. 445 1. 00 0. 00 N 

-3. 086 1. 00 0. 00 C 

-2. 683 1. 00 0. 00 C 

-3. 182 1. 00 0. 00 0 

-2. 104 1. 00 0. 00 C 

-2. 349 1. 00 0. 00 S 

-4. 642 1. 00 0. 00 H 

-3.061 1.00 0. 00 H 

-2. 207 1. 00 0. 00 H 

-1. 096 1. 00 0. 00 H 

-1.511 1.00 0. 00 H 

-1. 777 1. 00 0. 00 N 

-1. 307 1. 00 0. 00 C 

0. 219 1. 00 0. 00 C 

0. 846 1. 00 0. 00 0 

-1. 918 1. 00 0. 00 C 

-3. 009 1. 00 0. 00 C 

-2. 667 1. 00 0. 00 C 

-2.312 1.00 0. 00 N 

-3. 162 1. 00 0. 00 C 

-4. 414 1. 00 0. 00 N 
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ATOM 1284 NH2 ARG A 88132.754 0.114 -2.758 1.00 0. 00 N 

ATOM 1285 H ARG A 88140.132 -1.484 -1.416 1.00 0. 00 H 

ATOM 1286 HA ARG A 88137.463 -0.273 -1.627 1.00 0. 00 H 

ATOM 1287 1HB ARG A 88138.260 -2.978 -2.346 1.00 0. 00 H 

5 ATOM 1288 2HB ARG A 88136.983 -2.969 -1.138 1.00 0. 00 H 

ATOM 1289 1HG ARG A 88136.320 -1.057 -3.128 1.00 0. 00 H 

ATOM 1290 2HG ARG A 88136.784 -2.557 -3.934 1.00 0. 00 H 

ATOM 1291 1HD ARG A 88134.714 -3.274 -3.524 1.00 0. 00 H 

ATOM 1292 2HD ARG A 88135.195 -3.401 -1.832 1.00 0. 00 H 

10 ATOM 1293 HE ARG A 88133.756 -1.699 -1.393 1.00 0. 00 H 

ATOM 1294 1HH1 ARG A 88134.757 -1.424 -4.726 1.00 0. 00 H 

ATOM 1295 2HH1 ARG A 88133.742 -0.058 -5.047 1.00 0. 00 H 

ATOM 1296 1HH2 ARG A 88132.420 0.097 -1.815 1.00 0. 00 H 

ATOM 1297 2HH2 ARG A 88132.416 0.806 -3.395 1.00 0. 00 H 

15 ATOM 1298 N PROA 89136.930 -0.683 0.838 1.00 0. 00 N 

ATOM 1299 CA PROA 89136.774 -0.703 2.296 1.00 0. 00 C 

ATOM 1300 C PROA 89136.931 -2.105 2.875 1.00 0. 00 C 

ATOM 1301 0 PROA 89136.144 -3.003 2.574 1.00 0.00 0 

ATOM 1302 CB PROA 89135.347 -0.195 2.512 1.00 0. 00 C 

20 ATOM 1303 CG PROA 89135.044 0.615 1.300 1.00 0. 00 C 

ATOM 1304 CD PROA 89135.786 -0.038 0.168 1.00 0. 00 C 

ATOM 1305 HA PROA 89137.475 -0.037 2.777 1.00 0. 00 H 

ATOM 1306 1HB PROA 89134.675 -1.035 2.605 1.00 0. 00 H 

ATOM 1307 2HB PROA 89135.308 0.406 3.408 1.00 0. 00 H 

25 ATOM 1308 1HG PROA 89133.981 0.605 1.108 1.00 0. 00 H 

ATOM 1309 2HG PROA 89135.391 1.628 1.439 1.00 0. 00 H 

ATOM 1310 1HD PROA 89135.160 -0.772 -0.319 1.00 0. 00 H 

ATOM 1311 2HD PROA 89136.122 0.703 -0.541 1.00 0. 00 H 

ATOM 1312 N ASP A 90137.951 -2.286 3.707 1.00 0. 00 N 
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CA 


ASP A 


90138. 210 


-3. 579 


4. 329 


1. 00 


0. 00 C 
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1342 NE ARG A 92136.945 -8.354 4.214 1.00 0. 00 N 

1343 CZ ARG A 92136.620 -7.964 2.984 1.00 0. 00 C 

1344 NH1 ARG A 92137.549 -7.484 2.165 1.00 0. 00 N 

1345 NH2 ARG A 92135. 364 -8. 053 2. 569 1. 00 0. 00 N 

1346 H ARG A 92138.021 -6.068 6.851 1.00 0. 00 H 

1347 HA ARG A 92136.925 -8.445 7.907 1.00 0. 00 H 

1348 1HB ARG A 92139.575 -7.605 6.845 1.00 0. 00 H 

1349 2HB ARG A 92139.520 -9.073 7.812 1.00 0. 00 H 

1350 1HG ARG A 92139.195 -9.958 5.744 1.00 0. 00 H 

1351 2HG ARG A 92137.518 -9.654 6.201 1.00 0. 00 H 

1352 1HD ARG A 92138.517 -7.276 5.043 1.00 0. 00 H 

1353 2HD ARG A 92138. 997 -8. 609 3. 994 1. 00 0. 00 H 

1354 HE ARG A 92136. 240 -8. 704 4. 798 1. 00 0. 00 H 

1355 1HH1 ARG A 92138.499 -7.414 2.472 1.00 0. 00 H 

1356 2HH1 ARG A 92137. 299 -7. 193 1. 242 1. 00 0. 00 H 

1357 1HH2 ARG A 92134.660 -8.414 3.182 1.00 0. 00 H 

1358 2HH2 ARG A 92135.120 -7.759 1.646 1.00 0. 00 H 

1359 N PHE A 93138.757 -6.657 9.917 1.00 0. 00 N 

1360 CA PHE A 93139.180 -6.492 11.304 1.00 0. 00 C 

1361 C PHE A 93138.401 -5.369 11.982 1.00 0. 00 C 

1362 0 PHE A 93138.910 -4.705 12.885 1.00 0.00 0 

1363 CB PHE A 93140.679 -6.198 11.369 1.00 0. 00 C 

1364 CG PHE A 93141.523 -7.226 10.669 1.00 0. 00 C 

1365 CD 1 PHE A 93142.351 -8.069 11.393 1.00 0. 00 C 

1366 CD2 PHE A 93141. 487 -7. 347 9. 290 1. 00 0. 00 C 

1367 CE1 PHE A 93143.128 -9.015 10.752 1.00 0. 00 C 

1368 CE2 PHE A 93142.262 -8. 291 8.643 1.00 0. 00 C 

1369 CZ PHE A 93143.084 -9.127 9.375 1.00 0. 00 C 

1370 H PHE A 93138.892 -5.919 9.286 1.00 0. 00 H 
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1371 HA PHE A 93138.980 -7.417 11.823 1.00 0. 00 H 

1372 1HB PHE A 93140.872 -5.241 10.908 1.00 0. 00 H 

1373 2HB PHE A 93140.986 -6.162 12.404 1.00 0. 00 H 

1374 HD1 PHE A 93142.386 -7.983 12.469 1.00 0. 00 H 

1375 HD2 PHE A 93140.845 -6.695 8.717 1.00 0. 00 H 

1376 HE1 PHE A 93143.770 -9.667 11.326 1.00 0. 00 H 

1377 HE2 PHE A 93142.225 -8.376 7.567 1.00 0. 00 H 

1378 HZ PHE A 93143.690 -9.865 8.873 1.00 0. 00 H 

1379 N ALA A 94137.162 -5.162 11.543 1.00 0. 00 N 

1380 CA ALA A 94136.315 -4.119 12.109 1.00 0. 00 C 

1381 C ALA A 94136.137 -4.315 13.612 1.00 0. 00 C 

1382 0 ALA A 94135.661 -5.358 14.061 1.00 0.00 0 

1383 CB ALA A 94134.964 -4.101 11.410 1.00 0. 00 C 

1384 H ALA A 94136.811 -5.723 10.819 1.00 0. 00 H 

1385 HA ALA A 94136.796 -3.168 11.936 1.00 0. 00 H 

1386 1HB ALA A 94134. 900 -3. 232 10. 773 1. 00 0. 00 H 

1387 2HB ALA A 94134.175 -4.065 12.147 1.00 0. 00 H 

1388 3HB ALA A 94134.856 -4.994 10.812 1.00 0. 00 H 

1389 N SERA 95136.521 -3.304 14.385 1.00 0. 00 N 

1390 CA SERA 95136.403 -3.364 15.837 1.00 0. 00 C 

1391 C SERA 95134.940 -3.417 16.263 1.00 0. 00 C 

1392 0 SER A 95134. 056 -2. 942 15. 549 1. 00 0. 00 0 

1393 CB SERA 95137.088 -2.155 16.476 1.00 0. 00 C 

1394 OG SERA 95138.479 -2.154 16.204 1.00 0.00 0 

1395 H SERA 95136.892 -2.498 13.968 1.00 0. 00 H 

1396 HA SERA 95136.895 -4.265 16.172 1.00 0. 00 H 

1397 1HB SERA 95136.657 -1.249 16.081 1.00 0. 00 H 

1398 2HB SERA 95136.943 -2.187 17.546 1.00 0. 00 H 

1399 HG SERA 95138.947 -2.573 16.930 1.00 0. 00 H 
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1400 N LEU A 96134.689 -3.999 17.432 1.00 0. 00 N 

1401 CA LEU A 96133.333 -4.114 17.954 1. 00 0. 00 C 

1402 C LEU A 96132.453 -4.926 17.010 1.00 0. 00 C 

1403 0 LEU A 96131. 929 -4.402 16.027 1.00 0.00 0 

1404 CB LEU A 96132.727 -2.726 18.167 1.00 0. 00 C 

1405 CG LEU A 96131.527 -2.680 19.115 1.00 0. 00 C 

1406 CD 1 LEU A 96131.490 -1.359 19.866 1.00 0. 00 C 

1407 CD 2 LEU A 96130.232 -2.895 18.344 1.00 0. 00 C 

1408 H LEU A 96135.436 -4.359 17.956 1.00 0. 00 H 

1409 HA LEU A 96133.386 -4.624 18.904 1.00 0. 00 H 

1410 1HB LEU A 96133.496 -2.077 18.561 1.00 0. 00 H 

1411 2HB LEU A 96132.413 -2.342 17.208 1.00 0. 00 H 

1412 HG LEU A 96131.621 -3.475 19.840 1.00 0. 00 H 

1413 1HD1 LEU A 96131.103 -0.587 19.218 1.00 0. 00 H 

1414 2HD1 LEU A 96132.487 -1.097 20.183 1.00 0. 00 H 

1415 3HD1 LEU A 96130.851 -1.456 20.732 1.00 0. 00 H 

1416 1HD2 LEU A 96130.444 -3.422 17.426 1.00 0. 00 H 

1417 2HD2 LEU A 96129.787 -1.938 18.116 1.00 0. 00 H 

1418 3HD2 LEU A 96129.548 -3.477 18.945 1.00 0. 00 H 

1419 N GLN A 97132.295 -6.211 17.314 1.00 0. 00 N 

1420 CA GLN A 97131.478 -7.096 16.492 1.00 0. 00 C 

1421 C GLN A 97130.853 -8.204 17.339 1.00 0. 00 C 

1422 0 GLN A 97131.005 -9.388 17.040 1.00 0.00 0 

1423 CB GLN A 97132.321 -7.708 15.371 1.00 0. 00 C 

1424 CG GLN A 97131.511 -8.109 14.149 1.00 0. 00 C 

1425 CD GLN A 97132.049 -9.356 13.476 1.00 0. 00 C 

1426 0E1 GLN A 97132.386 -10.337 14.138 1.00 0.00 0 

1427 NE2 GLN A 97132.134 -9.323 12.151 1.00 0. 00 N 

1428 H GLN A 97132.738 -6.571 18.110 1.00 0. 00 H 
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ATOM 1429 HA GLN A 97130.687 -6.506 16.055 1.00 0. 00 H 
ATOM 1430 1HB GLN A 97133.065 -6.987 15.061 1.00 0. 00 H 
ATOM 1431 2HB GLN A 97132.821 -8.588 15.750 1.00 0. 00 H 
ATOM 1432 1HG GLN A 97130.492 -8.296 14.455 1.00 0. 00 H 
ATOM 1433 2HG GLN A 97131.530 -7.296 13.438 1.00 0. 00 H 
ATOM 1434 1HE2 GLN A 97131.847 -8.508 11.689 1.00 0. 00 H 
ATOM 1435 2HE2 GLN A 97132.478 -10. 116 11.690 1.00 0.00 H 
ATOM 1436 N PRO A 98130.137 -7.830 18.413 1.00 0. 00 N 
ATOM 1437 CA PRO A 98129.487 -8.797 19.305 1.00 0. 00 C 
ATOM 1438 C PROA 98128.279 -9.461 18.655 1.00 0. 00 C 
ATOM 1439 0 PROA 98128.061 -9.336 17.449 1.00 0.00 0 
ATOM 1440 CB PROA 98129.050 -7.941 20.495 1.00 0. 00 C 
ATOM 1441 CG PROA 98128.876 -6.573 19.933 1.00 0. 00 C 
ATOM 1442 CD PROA 98129.904 -6.437 18.843 1.00 0. 00 C 
ATOM 1443 HA PROA 98130.179 -9.556 19.637 1.00 0. 00 H 
ATOM 1444 1HB PROA 98128.126 -8.326 20.898 1.00 0. 00 H 
ATOM 1445 2HB PROA 98129.817 -7.960 21.256 1.00 0. 00 H 
ATOM 1446 1HG PROA 98127.881 -6.469 19.526 1.00 0. 00 H 
ATOM 1447 2HG PROA 98129.046 -5.836 20.703 1.00 0. 00 H 
ATOM 1448 1HD PROA 98129.515 -5.843 18.029 1.00 0. 00 H 
ATOM 1449 2HD PROA 98130.810 -5.998 19.233 1.00 0. 00 H 
ATOM 1450 N SERA 99127.494 -10.169 19.462 1.00 0. 00 N 
ATOM 1451 CA SERA 99126.306 -10.854 18.966 1.00 0. 00 C 
ATOM 1452 C SERA 99125.385 -11.247 20.115 1.00 0. 00 C 
ATOM 1453 0 SERA 99125.840 -11.743 21.146 1.00 0.00 0 
ATOM 1454 CB SERA 99126.704 -12.096 18.168 1.00 0. 00 C 
ATOM 1455 OG SERA 99127.637 -11.774 17.150 1.00 0.00 0 
ATOM 1456 H SERA 99127.719 -10.231 20.413 1.00 0. 00 H 
ATOM 1457 HA SERA 99125.778 -10.172 18.315 1.00 0. 00 H 
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ATOM 1458 1HB SER A 99127. 153 -12. 820 18. 832 1. 00 0. 00 H 

ATOM 1459 2HB SERA 99125.824 -12.526 17.710 1.00 0. 00 H 

ATOM 1460 HG SERA 99128.438 -12.286 17.275 1.00 0. 00 H 

ATOM 1461 N GLY A 100124. 088 -11. 024 19.932 1.00 0. 00 N 

5 ATOM 1462 CA GLY A 100123. 124 -11. 361 20.963 1.00 0. 00 C 

ATOM 1463 C GLY A 100121. 706 -11. 447 20.429 1.00 0. 00 C 

ATOM 1464 0 GLY A 100120. 983 -10. 451 20.420 1.00 0.00 0 

ATOM 1465 H GLY A 100123. 782 -10. 626 19. 090 1. 00 0. 00 H 

ATOM 1466 1HA GLY A 100123. 394 -12. 314 21.393 1.00 0. 00 H 

10 ATOM 1467 2HA GLY A 100123. 161 -10. 607 21.736 1.00 0. 00 H 

ATOM 1468 N PRO A 101 121. 277 -12. 635 19.970 1.00 0. 00 N 

ATOM 1469 CA PRO A 101119. 927 -12. 833 19.431 1.00 0. 00 C 

ATOM 1470 C PRO A 101118. 856 -12. 759 20.514 1.00 0. 00 C 

ATOM 1471 0 PRO A 101117. 797 -12. 164 20.313 1.00 0.00 0 

15 ATOM 1472 CB PRO A 101119. 986 -14. 239 18.833 1.00 0. 00 C 

ATOM 1473 CG PRO A 101121. 058 -14. 933 19.599 1.00 0. 00 C 

ATOM 1474 CD PRO A 101 122. 072 -13. 877 19.941 1.00 0. 00 C 

ATOM 1475 HA PRO A 101119. 703 -12. 117 18.655 1.00 0. 00 H 

ATOM 1476 1HB PRO A 101119. 030 -14. 727 18.958 1.00 0. 00 H 

20 ATOM 1477 2HB PRO A 101120. 230 -14. 177 17.782 1.00 0. 00 H 

ATOM 1478 1HG PRO A 101120. 646 -15. 363 20.501 1.00 0. 00 H 

ATOM 1479 2HG PRO A 101121. 508 -15. 702 18.989 1.00 0. 00 H 

ATOM 1480 1HD PRO A 101122. 513 -14. 076 20.907 1.00 0. 00 H 

ATOM 1481 2HD PRO A 101122. 836 -13. 827 19.179 1.00 0. 00 H 

25 ATOM 1482 N SER A 102119. 138 -13. 367 21.661 1.00 0. 00 N 

ATOM 1483 CA SER A 102118. 198 -13. 369 22.776 1.00 0. 00 C 

ATOM 1484 C SER A 102116. 891 -14. 051 . 22. 386 1.00 0. 00 C 

ATOM 1485 0 SER A 102116. 548 -14. 126 21. 206 1. 00 0. 00 0 

ATOM 1486 CB SER A 102117. 922 -11. 938 23.242 1.00 0. 00 C 
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ATOM 1487 OG SER A 102118. 809 -11. 557 24.277 1.00 0.00 0 

ATOM 1488 H SER A 102119. 999 -13. 824 21.760 1.00 0. 00 H 

ATOM 1489 HA SER A 102118. 650 -13. 921 23.588 1.00 0. 00 H 

ATOM 1490 1HB SER A 102118. 047 -11. 261 22.410 1.00 0. 00 H 

5 ATOM 1491 2HB SER A 102116. 908 -11. 872 23.609 1.00 0. 00 H 

ATOM 1492 HG SER A 102119. 210 -10. 712 24.061 1.00 0. 00 H 

ATOM 1493 N SER A 1031 16. 168 -14. 548 23.383 1.00 0. 00 N 

ATOM 1494 CA SER A 1031 14. 898 -15. 225 23.144 1.00 0. 00 C 

ATOM 1495 C SER A 103113. 728 -14. 368 23.617 1.00 0. 00 C 

10 ATOM 1496 0 SER A 103113. 660 -13. 981 24.784 1.00 0.00 0 

ATOM 1497 CB SER A 1031 14. 875 -16. 578 23.856 1.00 0. 00 C 

ATOM 1498 OG SER A 103115. 624 -16. 535 25.059 1.00 0.00 0 

ATOM 1499 H SER A 103116. 495 -14. 458 24.303 1.00 0. 00 H 

ATOM 1500 HA SER A 103114. 804 -15. 386 22.081 1.00 0. 00 H 

15 ATOM 1501 1HB SER A 103113. 855 -16. 840 24.093 1.00 0. 00 H 

ATOM 1502 2HB SER A 103115. 299 -17. 330 23. 208 1. 00 0. 00 H 

ATOM 1503 HG SER A 103116. 371 -17. 133 24.992 1.00-0. 00 H 

ATOM 1504 N GLY A 1041 12. 809 -14. 076 22.702 1.00 0. 00 N 

ATOM 1505 CA GLY A 104111. 653 -13. 267 23.046 1.00 0. 00 C 

20 ATOM 1506 C GLY A 104112. 037 -11. 875 23.512 1.00 0. 00 C 

ATOM 1507 0 GLY A 104111. 578 -11. 468 24.600 1.00 0.00 0 

ATOM 1508 OXT GLY A 104112. 796 -11. 196 22.791 1.00 0.00 0 

ATOM 1509 H GLY A 104112. 915 -14. 411 21.788 1.00 0. 00 H 

ATOM 1510 1HA GLY A 10411 1. 018 -13. 179 22.176 1.00 0. 00 H 

25 ATOM 1511 2HA GLY A 104111. 103 -13. 760 23.833 1.00 0. 00 H 
TER 1512 GLY A 104 
ENDMDL 
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ATOM 1 N 
ATOM 2 CA 
ATOM 3 C 
ATOM 4 0 
5 ATOM 5 1H 
ATOM 6 2H 
ATOM 7 3H 
ATOM 8 1HA 
ATOM 9 2HA 
10 ATOMIO N 
AT0M11 CA 
AT0M12 C 
AT0M13 0 
AT0M14 CB 
15 AT0M15 OG 
AT0M16 H 
AT0M17 HA 
AT0M18 1HB 
AT0M19 2HB 
20 AT0M20 HG 
AT0M21 N 
AT0M22 CA 
AT0M23 C 
AT0M24 0 
25 AT0M25 CB 
AT0M26 OG 
AT0M27 H 
AT0M28 HA 
AT0M29 1HB 



GLY A 1119.934 

GLY A 1120.718 

GLY A 1121.589 

GLY A 1122.802 

GLY A 1120.404 

GLY A 1119.854 

GLY A 1118. 978 

GLY A 1120. 034 

GLY A 1121. 348 

SER A 2120. 970 

SERA 2121.698 

SERA 2122.748 

SER A 2123. 937 

SER A 2122. 364 

SERA 2121.480 

SER A 2120. 001 

SER A 2120. 985 

SER A 2122. 654 

SER A 2123. 239 

SER A 2121. 576 

SER A 3122. 299 

SER A 3123. 200 

SER A 3123. 931 

SER A 3123. 690 

SERA 3124.211 

SER A 3123. 566 

SERA 3121.339 

SER A 3122. 605 

SERA 3124.734 
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2. 440 -12. 362 1. 00 0. 00 N 
2.882 -11. 176 1.00 0.00 C 
4. 087 -11.473 1. 00 0. 00 C 

4. 050 -11. 266 1. 00 0. 00 0 

1. 634 -12. 822 1. 00 0. 00 H 

3. 217 -13.049 1.00 0.00 H 

2. 151 -12.071 1.00 0.00 H 

3. 135 -10. 380 1. 00 0. 00 H 
2. 067 -10. 851 1. 00 0. 00 H 

5. 157 -11. 960 1. 00 0. 00 N 

6. 378 -12. 287 1. 00 0. 00 C 
6. 115 -13. 362 1. 00 0. 00 C 
6. 005 -13. 067 1. 00 0. 00 0 

6. 950 -11. 035 1. 00 0. 00 C 

7. 806 -10. 331 1. 00 0. 00 0 

5. 125 -12. 104 1. 00 0. 00 H 
7. 096 -12. 665 1. 00 0. 00 H 

6. 140 -10. 382 1. 00 0. 00 H 

7. 514 -11. 321 1. 00 0. 00 H 

7. 661 -9. 387 1. 00 0. 00 H 
6. 016 -14. 609 1. 00 0. 00 N 

5. 765 -15. 728 1. 00 0. 00 C 

4. 438 -15. 551 1. 00 0. 00 C 
3. 708 -14. 590 1. 00 0. 00 0 

6. 905 -15. 859 1. 00 0. OQ C 

8. 124 -16. 188 1.00 0.00 0 

6. 112 -14. 781 1. 00 0. 00 H 

5. 717 -16. 628 1. 00 0. 00 H 

7. 030 -14. 923 1. 00 0. 00 H 
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ATOM30 2HB SERA 3124.919 6.666 -16.639 1.00 0. 00 H 

AT0M31 HG SERA 3122.788 8.233 -15.637 1.00 0. 00 H 

AT0M32 N GLY A 4124. 827 4. 134 -16. 485 1. 00 0. 00 N 

AT0M33 CA GLY A 4125. 580 2. 896 -16. 413 1. 00 0. 00 C 

5 AT0M34 C GLY A 4126.815 3.017 -15.541 1.00 0. 00 C 

AT0M35 0 GLY A 4127. 021 4. 037 -14. 883 1. 00 0. 00 0 

AT0M36 H GLY A 4124. 978 4. 755 -17. 227 1. 00 0. 00 H 

AT0M37 1HA GLY A 4124.942 2.122 -16.011 1.00 0. 00 H 

ATOM38 2HA GLY A 4125.883 2.614 -17.411 1.00 0. 00 H 

10 AT0M39 N SERA 5127.638 1.973 -15.537 1.00 0. 00 N 

ATOM40 CA SERA 5128.859 1.967 -14.740 1.00 0. 00 C 

AT0M41 C SERA 5128.541 2.115 -13.255 1.00 0. 00 C 

AT0M42 0 SERA 5127.375 2.182 -12.864 1.00 0.00 0 

AT0M43 CB SERA 5129.792 3.093 -15.188 1.00 0. 00 C 

15 AT0M44 OG SERA 5130.310 2.842 -16.482 1.00 0.00 0 

ATOM45 H SERA 5127.419 1.190 -16.083 1.00 0. 00 H 

ATOM46 HA SERA 5129.352 1.019 -14.897 1.00 0. 00 H 

AT0M47 1HB SERA 5129.245 4.025 -15.208 1.00 0. 00 H 

AT0M48 2HB SERA 5130.615 3.174 -14.493 1.00 0. 00 H 

20 AT0M49 HG SERA 5130.634 1.939 -16.528 1.00 0. 00 H 

ATOM50 N SERA 6129.584 2.166 -12.434 1.00 0. 00 N 

ATOM51 CA SERA 6129.415 2.307 -10.992 1.00 0. 00 C 

AT0M52 C SERA 6128.918 3.704 -10.637 1.00 0. 00 C 

AT0M53 0 SERA 6128.643 4.519 -11.517 1.00 0.00 0 

25 AT0M54 CB SERA 6130.735 2.024 -10.273 1.00 0. 00 C 

AT0M55 OG SERA 6130.834 0.658 -9.907 1.00 0.00 0 

ATOM56 H SER A 6130. 488 2. 108 -12. 805 1. 00 0. 00 H 

AT0M57 HA SERA 6128.680 1.584 -10.673 1.00 0. 00 H 

AT0M58 1HB SERA 6131.558 2.268 -10.928 1.00 0. 00 H 
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2. 629 -9. 380 . 1. 00 0. 00 H 
0. 409 -9. 847 1. 00 0. 00 H 

3. 974 -9. 340 1. 00 0. 00 N 
5. 274 -8. 891 1. 00 0. 00 C 
5. 713 -7. 601 1. 00 0. 00 C 

5. 051 -7. 108 1. 00 0. 00 0 
3. 285 -8. 683 1. 00 0. 00 H 

6. 003 -9. 658 1. 00 0. 00 H 
5.228 -8.736 1.00 0.00 H 

6. 833 -7. 053 1. 00 0. 00 N 

7. 360 -5. 811 1. 00 0. 00 C 
7. 667 -4. 808 1. 00 0. 00 C 

7. 822 -5. 180 1.00 0.00 0 

8. 624 -6. 089 1. 00 0. 00 C 

8. 378 -6. 550 1. 00 0. 00 C 

9. 650 -7. 124 1. 00 0. 00 C 
7. 859 -5. 397 1. 00 0. 00 C 
7. 315 -7. 493 1. 00 0. 00 H 

6. 607 -5.392 1.00 0.00 H 
9. 194 -6.854 1.00 0.00 H 
9.213 -5.186 1.00 0. 00 H 

7. 628 -7. 328 1. 00 0. 00 H 
10.461 -6.423 1.00 0. 00 H 

9. 894 -8. 054 1.00 0.00 H 

9. 501 -7. 304 1. 00 0.00 H 

7. 157 -5. 772 1. 00 0.00 H 

7. 367 -4. 676 1. 00 0. 00 H 

8. 686 -4. 922 1. 00 0. 00 H 
7. 754 -3. 534 1. 00 0. 00 N 
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8. 042 -2. 478 1. 00 0. 00 C 

8.796 -1.326 1.00 0.00 C 

8. 677 -0. 176 1. 00 0. 00 0 

6. 754 -1. 975 1. 00 0. 00 C 

7.619 -3.299 1.00 0.00 H 

8. 658 -2. 899 1. 00 0. 00 H 
6. 421 -1. 087 1. 00 0. 00 H 
5. 994 -2. 740 1. 00 0. 00 H 
6.929 -1.742 1.00 0.00 H 

9. 573 -1. 643 1. 00 0. 00 N 

10. 347 -0. 633 1. 00 0. 00 C 

11. 422 -1. 282 1. 00 0. 00 C 
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760 
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ATOM 146 H GLY A 13132.837 12.226 0.090 1.00 0. 00 H 

ATOM 147 1HA GLY A 13135.617 11.700 0.911 1.00 0. 00 H 

ATOM 148 2HA GLY A 13134.355 10.487 0.768 1.00 0. 00 H 

ATOM 149 N ASN A 14136. 236 10. 209 -1. 194 1. 00 0. 00 N 

5 ATOM 150 CA ASN A 14136.770 9.824 -2.495 1.00 0. 00 C 

ATOM 151 C ASN A 14135.847 8.829 -3.190 1.00 0. 00 C 

ATOM 152 0 ASN A 14135.407 9.058 -4.316 1.00 0.00 0 

ATOM 153 CB ASN A 14138.167 9.219 -2.337 1.00 0. 00 C 

ATOM 154 CG ASN A 14139.066 10.061 -1.454 LOO 0. 00 C 

10 ATOM 155 0D1 ASN A 14139.732 10.984 -1.925 1.00 0.00 0 

ATOM 156 ND2 ASN A 14139. 090 9. 749 -0. 164 1. 00 0. 00 N 

ATOM 157 H ASN A 14136.629 9.823 -0.383 1.00 0. 00 H 

ATOM 158 HA ASN A 14136. 841 10. 715 -3. 100 1. 00 0. 00 H 

ATOM 159 1HB ASN A 14138.079 8.237 -1.896 1.00 0. 00 H 

15 ATOM 160 2HB ASN A 14138.627 9.133 -3.310 1.00 0. 00 H 

ATOM 161 1HD2 ASN A 14138.535 9.002 0.142 1.00 0. 00 H 

ATOM 162 2HD2 ASN A 14139.663 10.277 0.430 1.00 0. 00 H 

ATOM 163 N SERA 15135.560 7.722 -2.512 1.00 0. 00 N 

ATOM 164 CA SERA 15134.689 6.693 -3.065 1.00 0. 00 C 

20 ATOM 165 C SERA 15133.686 6.210 -2.022 1.00 0. 00 C 

ATOM 166 0 SERA 15132.492 6.099 -2.300 1.00 0.00 0 

ATOM 167 CB SERA 15135.520 5.512 -3.574 1.00 0. 00 C 

ATOM 168 OG SERA 15134.733 4.638 -4.365 1.00 0.00 0 
ATOM 169 H SERA 15135.942 7.596 -1.618 1.00 0. 00 H 
25 ATOM 170 HA SERA 15134.149 7.125 -3.893 1.00 0. 00 H 
ATOM 171 1HB SERA 15136.337 5.884 -4.175 1.00 0. 00 H 
ATOM 172 2HB SERA 15135.913 4.962 -2.732 1.00 0. 00 H 
ATOM 173 HG SERA 15133.932 4.410 -3.889 1.00 0. 00 H 
ATOM 174 N HIS A 16134.179 5.924 -0.822 1.00 0. 00 N 
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ATOM 175 CA HIS A 16133.325 5.452 0.263 1.00 0. 00 C 

ATOM 176 C HIS A 16133.925 5.807 1.620 1.00 0. 00 C 

ATOM 177 0 HIS A 16133.233 6.314 2.502 1.00 0.00 0 

ATOM 178 CB HIS A 16133.124 3.940- 0.160 1.00 0. 00 C 

5 ATOM 179 CG HIS A 16131.734 3.497 0.497 1.00 0. 00 C 

ATOM 180 ND1 HIS A 16131.293 3.324 1.793 1.00 0. 00 N 

ATOM 181 CD2 HIS A 16130.683 3.192 -0.300 1.00 0. 00 C 

ATOM 182 CE1 HIS A 16130.032 2.931 1.777 1.00 0. 00 C 

ATOM 183 NE2 HIS A 16129.638 2.843 0.520 1.00 0. 00 N 

10 ATOM 184 H HIS A 16135.140 6.032 -0.662 1.00 0. 00 H 

ATOM 185 HA HIS A 16132.367 5.942 0.166 1.00 0. 00 H 

ATOM 186 1HB HIS A 16133. 337 3. 623 -0. 849 1. 00 0. 00 H 

ATOM 187 2HB HIS A 16133.806 3.445 0.838 1.00 0. 00 H 

ATOM 188 HD1 HIS A 16131.825 3.467 2.603 1.00 0. 00 H 

15 ATOM 189 HD2 HIS A 16130.670 3.217 -1.381 1.00 0. 00 H 

ATOM 190 HE1 HIS A 16129.425 2.718 2.646 1.00 0. 00 H 

ATOM 191 HE2 HIS A 16128.774 2.491 0.222 1.00 0. 00 H 
ATOM 192 N GLYA 17135.217 5.537 1.779 1.00 0. 00 N 
ATOM 193 CA GLYA 17135.887 5.834 3.032 1.00 0. 00 C 
20 ATOM 194 C GLYA 17137.270 5.217 3.109 1.00 0. 00 C 
ATOM 195 0 GLYA 17137.577 4.481 4.045 1.00 0.00 0 
ATOM 196 H GLYA 17135.718 5.132 1.041 1.00 0. 00 H 
ATOM 197 1HA GLYA 17135.976 6.905 3.134 1.00 0. 00 H 
ATOM 198 2HA GLYA 17135.289 5.453 3.846 1.00 0. 00 H 
25 ATOM 199 N LEU A 18138.106 5.519 2.121 1.00 0. 00 N 
ATOM 200 CA LEU A 18139.464 4.989 2.080 1.00 0. 00 C 
ATOM 201 C LEU A 18140.482 6.077 2.411 1.00 0. 00 C 
ATOM 202 0 LEU A 18140.788 6.929 1.578 1.00 0.00 0 
ATOM 203 CB LEU A 18139.763 4.398 0.701 1.00 0. 00 C 
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0. 381 1. 00 0. 00 C 

1. 124 1. 00 0. 00 C 
1. 027 1. 00 0. 00 C 

1. 403 1. 00 0. 00 H 

2. 821 1. 00 0. 00 H 
-0. 046 1. 00 0. 00 H 
0. 636 1. 00 0. 00 H 
0. 781 1. 00 0. 00 H 
-1. 354 1. 00 0. 00 H 
-1. 612 1.00 0. 00 H 
-1. 473 1. 00 0. 00 H 

2. 095 1. 00 0. 00 H 
0. 630 1. 00 0. 00 H 
0.813 1.00 0. 00 H 

3. 633 1.00 0. 00 N 

4. 076 L 00 0. 00 C 

5. 019 1. 00 0. 00 C 
5. 333 1. 00 0. 00 0 

4. 771 1. 00 0. 00 C 

5. 889 1. 00 0. 00 C 

6. 064 1. 00 0. 00 C 

5. 361 1. 00 0. 00 0 

6. 905 1. 00 0. 00 0 

4. 253 1. 00 0. 00 H 

3. 202 1. 00 0. 00 H 

5. 190 1. 00 0. 00 H 

4. 040 1. 00 0. 00 H 

5. 664 1. 00 0. 00 H 

6. 814 1. 00 0. 00 H 
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ATOM 262 H SERA 22142.530 4.459 7.555 1.00 0. 00 H 

ATOM 263 HA SERA 22140.953 2.280 8.535 1.00 0. 00 H 

ATOM 264 1HB SERA 22140.632 3.561 5.828 1.00 0. 00 H 

ATOM 265 2HB SERA 22139.393 2.842 6.856 1.00 0. 00 H 

5 ATOM 266 HG SERA 22139.251 5.065 7.021 1.00 0. 00 H 

ATOM 267 N LEU A 23141.259 0.381 6.865 1.00 0. 00 N 

ATOM 268 CA LEU A 23141.677 -0.798 6.116 1.00 0. 00 C 

ATOM 269 C LEU A 23141.131 -0.761 4.693 1.00 0. 00 C 

ATOM 270 0 LEU A 23140.073 -0.186 4.438 1.00 0.00 0 

10 ATOM 271 CB LEU A 23141.206 -2.070 6.824 1.00 0. 00 C 

ATOM 272 CG LEU A 23141.688 -2.224 8.267 1.00 0. 00 C 

ATOM 273 CD 1 LEU A 23140.698 -3.049 9.075 1.00 0. 00 C 

ATOM 274 CD 2 LEU A 23143.069 -2.862 8.302 1.00 0. 00 C 

ATOM 275 H LEU A 23140.463 0.329 7.434 1.00 0. 00 H 

15 ATOM 276 HA LEU A 23142.756 -0.799 6.074 1.00 0. 00 H 

ATOM 277 1HB LEU A 23140.126 -2.077 6.823 1.00 0. 00 H 

ATOM 278 2HB LEU A 23141.555 -2.921 6.259 1.00 0. 00 H 

ATOM 279 HG LEU A 23141.758 -1.248 8.722 1.00 0. 00 H 

ATOM 280 1HD1 LEU A 23140.860 -4.098 8.880 1.00 0. 00 H 

20 ATOM 281 2HD1 LEU A 23139.691 -2.781 8.791 1.00 0. 00 H 

ATOM 282 3HD1 LEU A 23140.840 -2.852 10.127 1.00 0. 00 H 

ATOM 283 1HD2 LEU A 23143.649 -2.423 9.100 1.00 0. 00 H 

ATOM 284 2HD2 LEU A 23143.568 -2.691 7.359 1.00 0. 00 H 

ATOM 285 3HD2 LEU A 23142.970 -3.924 8.469 1.00 0. 00 H 

25 ATOM 286 N ALA A 24141. 859 -1. 379 3. 768 1. 00 0. 00 N 

ATOM 287 CA ALA A 24141.447 -1.417 2.370 1.00 0. 00 C 

ATOM 288 C ALA A 24141. 974 -2. 668 1. 676 1. 00 0. 00 C 

ATOM 289 0 ALA A 24142. 870 -3. 341 2. 186 1. 00 0. 00 0 

ATOM 290 CB ALA A 24141.925 -0.168 1.646 1.00 0. 00 C 
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ATOM 291 H ALA A 24142.693 -1.820 4.032 1.00 0. 00 H 

ATOM 292 HA ALA A 24140.367 -1.430 2.341 1.00 0. 00 H 

ATOM 293 1HB ALA A 24141.383 -0.061 0.718 1.00 0. 00 H 

ATOM 294 2HB ALA A 24142.981 -0.255 1.439 1.00 0. 00 H 

5 ATOM 295 3HB ALA A 24141. 749 0. 698 2. 267 1. 00 0. 00 H 

ATOM 296 N GLU A 25141.413 -2.975 0.511 1.00 0. 00 N 

ATOM 297 CA GLU A 25141.827 -4.145 -0.252 1.00 0. 00 C 

ATOM 298 C GLU A 25142.061 -3.785 -1.716 1.00 0. 00 C 

ATOM 299 0 GLU A 25141.346 -2.961 -2.285 1.00 0.00 0 

10 ATOM 300 CB GLU A 25140.773 -5.248 -0.147 1.00 0. 00 C 

ATOM 301 CG GLU A 25141.270 -6.611 -0.600 1.00 0. 00 C 

ATOM 302 CD GLU A 25140.237 -7.371 -1.407 1.00 0. 00 C 

ATOM 303 0E1 GLU A 25139.590 -8.277 -0.841 1.00 0.00 0 

ATOM 304 0E2 GLU A 25140.072 -7.060 -2.605 1.00 0.00 0 

15 ATOM 305 H GLU A 25140.703 -2.399 0.156 1.00 0. 00 H 

ATOM 306 HA GLU A 25142.754 -4.505 0.169 1.00 0. 00 H 
ATOM 307 1HB GLU A 25140.453 -5.328 0.880 1.00 0. 00 H 
ATOM 308 2HB GLU A 25139.924 -4.978 -0.760 1.00 0. 00 H 
ATOM 309 1HG GLU A 25142.151 -6.474 -1.210 1.00 0. 00 H 
20 ATOM 310 2HG GLU A 25141.525 -7.194 0.273 1.00 0. 00 H 
ATOM 311 N VAL A 26143.066 -4.410 -2.321 1.00 0. 00 N 
ATOM 312 CA VAL A 26143.394 -4.156 -3.718 1.00 0. 00 C 
ATOM 313 C VAL A 26142.998 -5.336 -4.599 1.00 0. 00 C 
ATOM 314 0 VAL A 26143.026 -6.486 -4.161 1.00 0.00 0 
25 ATOM 315 CB VAL A 26144.898 -3.876 -3.901 1.00 0. 00 C 
ATOM 316 CGI VAL A 26145.188 -3.419 -5.322 1.00 0. 00 C 
ATOM 317 CG2 VAL A 26145.374 -2.841 -2.892 1.00 0. 00 C 
ATOM 318 H VAL A 26143.601 -5.057 -1.815 .1.00 0. 00 H 
ATOM 319 HA VAL A 26142.845 -3.282 -4.036 1.00 0. 00 H 
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320 HB VAL A 26145.438 -4.794 -3.724 1.00 0. 00 H 

321 1HG1 VAL A 26144.303 -2.967 -5.743 1.00 0. 00 H 

322 2HG1 VAL A 26145.477 -4.270 -5.921 1.00 0. 00 H 

323 3HG1 VAL A 26145.990 -2.697 -5.311 1.00 0. 00 H 

324 1HG2 VAL A 26145.426 -3.291 -1.912 1.00 0. 00 H 

325 2HG2 VAL A 26144.682 -2.013 -2.872 1.00 0. 00 H 

326 3HG2 VAL A 26146.354 -2.485 -3.177 1.00 0. 00 H 

327 N LYS A 27142.631 -5.043 -5.842 1.00 0. 00 N 

328 CA LYS A 27142.230 -6.080 -6.785 1.00 0. 00 C 

329 C LYS A 27143.429 -6.587 -7.579 1.00 0. 00 C 

330 0 LYS A 27143.642 -6.187 -8.723 1.00 0.00 0 

331 CB LYS A 27141.161 -5.544 -7.739 1.00 0. 00 C 

332 CG LYS A 27139.740 -5.743 -7.235 1.00 0. 00 C 

333 CD LYS A 27139.084 -6.954 -7.879 1.00 0. 00 C 

334 CE LYS A 27139. 179 -8. 181 -6. 985 1. 00 0. 00 C 

335 NZ LYS A 27139.457 -9.418 -7.765 1.00 0. 00 N 

336 H LYS A 27142. 630 -4. 106 -6. 132 1. 00 0. 00 H 

337 HA LYS A 27141.815 -6.900 -6:219 1.00 0. 00 H 

338 1HB LYS A 27141.323 -4.487 -7.886 1.00 0. 00 H 

339 2HB LYS A 27141. 257 -6.049 -8.689 1.00 0. 00 H 

340 1HG LYS A 27139.765 -5.886 -6.166 1.00 0. 00 H 

341 2HG LYS A 27139.159 -4.863 -7.470 1.00 0. 00 H 

342 1HD LYS A 27138.044 -6.734 -8.061 1.00 0. 00 H 

343 2HD LYS A 27139.579 -7.164 -8.816 1.00 0. 00 H 

344 1HE LYS A 27139.976 -8.030 -6.272 1.00 0. 00 H 

345 2HE LYS A 27138. 244 -8. 299 -6. 459 1. 00 0. 00 H 

346 1HZ LYS A 27138.945 -10.223 -7.353 1.00 0. 00 H 

347 2HZ LYS A 27140.475 -9.627 -7.756 1.00 0. 00 H 

348 3HZ LYS A 27139.150 -9.294 -8.752 1.00 0. 00 H 
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ATOM 349 N GLU A 28144.209 -7.469 -6.964 1.00 0. 00 N 

ATOM 350 CA GLU A 28145.388 -8.032 -7.613 1. 00 0. 00 C 

ATOM 351 C GLU A 28145.339 -9.556 -7.602 1.00 0. 00 C 

ATOM 352 0 GLU A 28144.374 -10.153 -7.126 1.00 0.00 0 

5 ATOM 353 CB GLU A 28146.661 -7.544 -6.918 1.00 0. 00 C 

ATOM 354 CG GLU A 28147. 726 -7.045 -7.879 1.00 0. 00 C 

ATOM 355 CD GLU A 28148.621 -5.987 -7.262 1.00 0. 00 C 

ATOM 356 0E1 GLU A 28148. 123 -4. 875 -6. 987 1. 00 0. 00 0 

ATOM 357 0E2 GLU A 28149.819 -6.271 -7.052 1.00 0.00 0 

10 ATOM 358 H GLU A 28143.987 -7.749 -6.051 1.00 0. 00 H 

ATOM 359 HA GLU A 28145.396 -7.691 -8.638 1.00 0. 00 H 

ATOM 360 1HB GLU A 28146.405 -6.736 -6.249 1.00 0. 00 H 

ATOM 361 2HB GLU A 28147.079 -8.356 -6.341 1.00 0. 00 H 

ATOM 362 1HG GLU A 28148.340 -7.880 -8.183 1.00 0. 00 H 

15 ATOM 363 2HG GLU A 28147.241 -6.623 -8.748 1.00 0. 00 H 

ATOM 364 N ASN A 29146.388 -10.180 -8.131 1.00 0. 00 N 

ATOM 365 CA ASN A 29146.464 -11.635 -8.182 1.00 0. 00 C 

ATOM 366 C ASN A 29146.473 -12.229 -6.774 1.00 0. 00 C 

ATOM 367 0 ASN A 29145.597 -13.017 -6.419 1.00 0.00 0 

20 ATOM 368 CB ASN A 29147.717 -12.075 -8.943 1.00 0. 00 C 

ATOM 369 CG ASN A 29147.423 -12.410 -10.393 1.00 0. 00 C 

ATOM 370 0D1 ASN A 29147.664 -13.530 -10.844 1.00 0.00 0 

ATOM 371 ND2 ASN A 29146.902 -11.437 -11.130 1.00 0. 00 N 

ATOM 372 H ASN A 29147.126 -9.650 -8.495 1.00 0. 00 H 

25 ATOM 373 HA ASN A 29145.590 -11.995 -8.705 1.00 0. 00 H 

ATOM 374 1HB ASN A 29148.444 -11.278 -8.918 1.00 0. 00 H 

ATOM 375 2HB ASN A 29148.132 -12.951 -8.467 1.00 0. 00 H 

ATOM 376 1HD2 ASN A 29146.737 -10.570 -10.704 1.00 0.00 H 

ATOM 377 2HD2 ASN A 29146.701 -11.625 -12.071 1.00 0. 00 H 
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ATOM 378 N PRO A 30147.468 -11.853 -5.951 1.00 0. 00 N 

ATOM 379 CA PRO A 30147.587 -12.350 -4.578 1.00 0. 00 C 

ATOM 380 C PROA 30146.604 -11.669 -3.628 1.00 0. 00 C 

ATOM 381 0 PROA 30146.755 -10.489 -3.310 1.00 0.00 0 

5 ATOM 382 CB PROA 30149.025 -11.990 -4.206 1.00 0. 00 C 

ATOM 383 CG PROA 30149.325 -10.773 -5.008 1.00 0. 00 C 

ATOM 384 CD PROA 30148.555 -10.915 -6.295 1.00 0. 00 C 

ATOM 385 HA PROA 30147.456 -13.420 -4.531 1.00 0. 00 H 

ATOM 386 1HB PROA 30149.086 -11.793 -3.146 1.00 0. 00 H 

10 ATOM 387 2HB PROA 30149.682 -12.806 -4.465 1.00 0. 00 H 

ATOM 388 1HG PROA 30149.001 -9.892 -4.474 1.00 0. 00 H 

ATOM 389 2HG PROA 30150.385 -10.720 -5.212 1.00 0. 00 H 

ATOM 390 1HD PROA 30148.156 -9.960 -6.602 1.00 0. 00 H 

ATOM 391 2HD PROA 30149.186 -11.325 -7.069 1.00 0. 00 H 

15 ATOM 392 N PROA 31145.579 -12.403 -3.156 1.00 0. 00 N 
ATOM 393 CA PROA 31144.575 -11.854 -2.239 1.00 0. 00 C 
ATOM 394 C PROA 31145.149 -11.573 -0.854 1.00 0. 00 C 
ATOM 395 0 PROA 31145. 083 -12. 418 0.038 1.00 0.00 0 
ATOM 396 CB PROA 31143.517 -12.957 -2.165 1.00 0. 00 C 
20 ATOM 397 CG PROA 31144.253 -14.209 -2.491 1.00 0. 00 C 
ATOM 398 CD PROA 31145.317 -13.819 -3.478 1,00 0. 00 C 
ATOM 399 HA PROA 31144.132 -10.951 -2.633 1.00 0. 00 H 
ATOM 400 1HB PROA 31143.097 -12.991 -1.170 1.00 0. 00 H 
ATOM 401 2HB PROA 31142.737 -12.761 -2.885 1.00 0. 00 H 
25 ATOM 402 1HG PROA 31144.703 -14.614 -1.596 1.00 0. 00 H 
ATOM 403 2HG PROA 31143.580 -14.929 -2.931 1.00 0. 00 H 
ATOM 404 1HD PROA 31146.205 -14.418 -3.334 1.00 0. 00 H 
ATOM 405 2HD PROA 31144.950 -13.923 -4.488 1.00 0. 00 H 
ATOM 406 N PHE A 32145.712 -10.382 -0.683 1.00 0. 00 N 
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# 
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ATOM 


407 


CA PHE A 


32146. 298 


-9. 990 




ATOM 


408 


C PHE A 


32145. 431 


-8. 947 




ATOM 


409 


0 PHE A 


32144. 494 


-8. 408 




ATOM 


410 


CB PHE A 


32147. 709 


-9. 437 


5 


ATOM 


411 


CG PHE A 


32147. 801 


-8. 437 




ATOM 


412 


CD1 PHE A 


32148. 541 


-8.716 




ATOM 


413 


CD2 PHE A 


32147. 149 


-7. 218 




ATOM 


414 


CE1 PHE A 


32148. 628 


-7. 799 




ATOM 


415 


CE2 PHE A 


32147. 233 


-6. 295 


10 


ATOM 


416 


CZ PHE A 


32147. 973 


-6. 586 




ATOM 


417 


H PHE A 


32145. 734 


-9.751 




ATOM 


418 


HA PHE A 


32146. 355 


-10. 870 




ATOM 


419 


1HB PHE A 


32148. 038 


-8. 952 




ATOM 


420 


2HB PHE A 


32148. 377 


-10. 254 


15 


ATOM 


421 


HD1 PHE A 


32149. 052 


-9. 664 




ATOM 


422 


HD2 PHE A 


32146. 571 


-6. 989 




ATOM 


423 


HE1 PHE A 


32149. 208 


-8. 027 




ATOM 


424 


HE2 PHE A 


32146. 719 


-5. 348 




ATOM 


425 


HZ PHE A 


32148. 039 


-5. 867 


20 


ATOM 


426 


N TYR A 


33145. 750 


-8. 668 




ATOM 


427 


CA TYR A 


33145. 000 


-7. 690 




ATOM 


428 


C TYR A 


33145. 940 


-6. 694 




ATOM 


429 


0 TYR A 


33146. 852 


-7. 081 




ATOM 


430 


CB TYR A 


33144. 147 


-8. 395 


25 


ATOM 


431 


CG TYR A 


33142. 780 


-8. 803 




ATOM 


432 


CD1 TYR A 


33141. 996 


-7. 922 




ATOM 


433 


CD 2 TYR A 


33142. 273 


-10. 070 




ATOM 


434 


CE1 TYR A 


33140. 746 


-8. 291 




ATOM 


435 


CE2 TYR A 


33141. 023 


-10. 447 



PCT/JP2003/010288 

0. 593 1. 00 0. 00 C 

1. 292 1. 00 0. 00 C 
0. 703 1. 00 0. 00 0 

0. 382 1. 00 0. 00 C 
■0. 735 1. 00 0. 00 C 
•1. 873 1. 00 0. 00 C 

-0. 646 1. 00 0. 00 C . 

-2. 902 1. 00 0. 00 C 

-1. 672 1. 00 0. 00 C 

-2. 801 1.00 0. 00 C 

-1.433 1. 00 0. 00 H 

1. 216 1. 00 0. 00 H 

1. 289 1. 00 0. 00 H 
0. 155 1. 00 0. 00 H 

-1. 952 1. 00 0. 00 H 

0. 237 1. 00 0. 00 H 

-3. 784 1. 00 0. 00 H 

-1. 590 1. 00 0. 00 H 

-3. 604 1. 00 0. 00 H 

2. 552 1. 00 0. 00 N 

3. 332 1. 00 0. 00 C 

4. 004 1. 00 0. 00 C 
4. 734 1. 00 0. 00 0 
4. 388 1. 00 0. 00 C 
3. 888 1. 00 0. 00 C 

3. 154 1. 00 0. 00 C 

4. 151 1. 00 0. 00 C 

2. 696 1. 00 0. 00 C 

3. 696 1. 00 0. 00 C 
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ATOM 436 CZ TYR A 33140.264 -9.554 2.970 1.00 0. 00 C 

ATOM 437 OH TYR A 33139.019 -9.926 2.514 1.00 0.00 0 

ATOM 438 H TYR A 33146.508 -9.131 2.967 1.00 0. 00 H 

ATOM 439 HA TYR A 33144.351 -7.155 2.655 1.00 0. 00 H 

5 ATOM 440 1HB TYR A 33144.659 -9.288 4.717 1.00 0. 00 H 

ATOM 441 2HB TYR A 33144.010 -7.734 5.230 1.00 0. 00 H 

ATOM 442 HD1 TYR A 33142.376 -6.934 2.941 1.00 0. 00 H 

ATOM 443 HD2 TYR A 33142.869 -10.766 4.721 1.00 0. 00 H 

ATOM 444 HE 1 TYR A 33140.152 -7.592 2.126 1.00 0. 00 H 

10 ATOM 445 HE 2 TYR A 33140.646 -11.436 3.910 1.00 0. 00 H 

ATOM 446 HH TYR A 33139.088 -10.756 2.037 1.00 0. 00 H 

ATOM 447 N GLY A 34145.710 -5.410 3.751 1.00 0. 00 N 

ATOM 448 CA GLY A 34146. 544 -4. 378 4. 337 1. 00 0. 00 C 

ATOM 449 C GLY A 34145.757 -3.138 4.711 1.00 0. 00 C 

15 ATOM 450 0 GLY A 34144.578 -3.019 4.378 1.00 0.00 0 

ATOM 451 H GLY A 34144. 969 -5. 161 3. 160 1. 00 0. 00 H 

ATOM 452 1HA GLY A 34147.016 -4.774 5.225 1.00 0. 00 H 

ATOM 453 2HA GLY A 34147.312 -4.103 3.628 1.00 0. 00 H 

ATOM 454 N VAL A 35146.409 -2.212 5.406 1.00 0. 00 N 

20 ATOM 455 CA VAL A 35145.764 -0.974 5.827 1.00 0. 00 C 

ATOM 456 C VAL A 35146.453 0.240 5.212 1.00 0. 00 C 

ATOM 457 0 VAL A 35147.668 0.241 5.013 1.00 0.00 0 

ATOM 458 CB VAL A 35145.763 -0.835 7.362 1.00 0. 00 C 

ATOM 459 CGI VAL A 35147.187 -0.811 7.901 1.00 0. 00 C 

25 ATOM 460 CG2 VAL A 35145.001 0.411 7.788 1.00 0. 00 C 

ATOM 461 H VAL A 35147.348 -2.365 5.642 1.00 0. 00 H 

ATOM 462 HA VAL A 35144.738 -1.002 5.489 1.00 0. 00 H 

ATOM 463 HB VAL A 35145.262 -1.697 7.781 1.00 0. 00 H 

ATOM 464 1HG1 VAL A 35147.865 -0.519 7.113 1.00 0. 00 H 
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ATOM 


465 


2HG1 VAL A 


35147. 453 


-1. 795 


8. 258 


1. 00 


0. 00 H 




ATOM 


466 3HG1 VAL A 


35147. 252 


-0. 103 


8.714 


1. 00 


0. 00 H 




ATOM 


467 


1HG2 


VAL A 


35145. 141 


0. 574 


8. 847 


1. 00 


0. 00 H 




ATOM 


468 


2HG2 VAL A 


35143. 950 


0. 278 


7. 581 


1. 00 


0. 00 H 


5 


ATOM 


469 


3HG2 VAL A 


35145. 372 


1. 265 


7. 241 


1. 00 


0. 00 H 




ATOM 


470 


N 


ILE A 


36145. 670 


1. 271 


4. 913 


1. 00 


0. 00 N 




ATOM 


471 


CA 


ILE A 


36146. 207 


2. 491 


4. 322 


1. 00 


0. 00 C 




ATOM 


472 


C 


ILE A 


36147. 127 


3. 214 


5. 300 


1. 00 


0. 00 C 




ATOM 


473 


0 


ILE A 


36146. 803 


3. 363 


6. 478 


1. 00 


0. 00 0 


10 


ATOM 


474 


CB 


ILE A 


36145. 080 


3. 449 


3. 888 


1. 00 


0. 00 C 




ATOM 


475 


CGI 


ILE A 


36144. 064 


2. 715 


3. Oil 


1. 00 


0. 00 C 




ATOM 


476 


CG2 


ILE A 


36145. 658 


4. 648 


3. 147 


1. 00 


0. 00 c 




ATOM 


477 


CD1 


ILE A 


36142. 904 


3. 583 


2. 573 


1. 00 


0.00 c 




ATOM 


478 


H 


ILE A 


36144. 709 


1. 210 


5. 097 


1. 00 


0. 00 H 


15 


ATOM 


479 


HA 


ILE A 


36146. 775 


2. 215 


3. 445 


1. 00 


0. 00 H 




ATOM 


480 


HB 


ILE A 


36144. 584 


3. 811 


4. 775 


1. 00 


0. 00 H 




ATOM 


481 


1HG1 


ILE A 


36144. 560 


2. 354 


2. 122 


1. 00 


0. 00 H 




ATOM 


482 


2HG1 


ILE A 


36143. 663 


1. 876 


3. 560 


1. 00 


0. 00 H 




ATOM 


483 


1HG2 


ILE A 


36146. 620 


4. 385 


2. 734 


1. 00 


0. 00 H 


20 


ATOM 


484 


2HG2 


ILE A 


36145. 776 


5. 472 


3. 835 


1. 00 


0. 00 H 




ATOM 


485 


3HG2 


ILE A 


36144. 989 


4. 936 


2. 351 


1. 00 


0. 00 H 




ATOM 


486 


1HD1 


ILE A 


36142. 384 


3. 954 


3. 443 


1. 00 


0. 00 H 




ATOM 


487 


2HD1 


ILE A 


36142. 225 


2. 999 


1. 970 


1. 00 


0. 00 H 




ATOM 


488 


3HD1 


ILE A 


36143. 276 


4.415 


1. 994 


1. 00 


0. 00 H 


25 


ATOM 


489 


N 


ARG A 


37148. 276 


3. 661 


4. 804 


1. 00 


0. 00 N 




A1UM 


490 


CA 


ARG A 


Q71/IQ 9/tR 
u ( IftJ. 640 


4 3fi7 


0. 000 


1 nn 

1. uu 


n nn r 




ATOM 


491 


C 


ARG A 


37149. 477 


5. 782 


5. 116 


1. 00 


0.00 c 




ATOM 


'492 


0 


ARG A 


37149. 185 


6.761 


5. 804 


1. 00 


0. 00 0 




ATOM 


493 


CB 


ARG A 


37150. 569 


3. 602 


5. 672 


1. 00 


0. 00 c 
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ATOM 494 CG ARG A 37150.404 2.115 5.937 1.00 0. 00 C 

ATOM 495 CD ARG A 37150.291 1.823 7.424 1.00 0. 00 C 

ATOM 496 NE ARG A 37149.079 2.397 8.006 1.00 0. 00 N 

ATOM 497 CZ ARG A 37148.908 2.602 9.309 1.00 0. 00 C 

5 ATOM 498 NH1 ARG A 37149.866 2.280 10.170 1.00 0. 00 N 

ATOM 499 NH2 ARG A 37147.775 3.129 9.754 1.00 0. 00 N 

ATOM 500 H ARG A 37148.478 3.510 3.857 1.00 0. 00 H 

ATOM 501 HA ARG A 37148.844 4.424 6.635 1.00 0. 00 H 

ATOM 502 1HB ARG A 37151.068 3.724 4.723 1.00 0. 00 H 

10 ATOM 503 2HB ARG A 37151.188 4.018 6.452 1.00 0. 00 H 

ATOM 504 1HG ARG A 37149.508 1.768 5.443 1.00 0. 00 H 

ATOM 505 2HG ARG A 37151.261 1.592 5.540 1.00 0. 00 H 

ATOM 506 1HD ARG A 37150.274 0.753 7.568 1.00 0. 00 H 

ATOM 507 2HD ARG A 37151.152 2.240 7.926 1.00 0. 00 H 

15 ATOM 508 HE ARG A 37148.356 2.643 7.392 1.00 0. 00 H 

ATOM 509 1HH1 ARG A 37150.722 1.882 9.843 1.00 0. 00 H 

ATOM 510 2HH1 ARG A 37149.730 2.437 11.149 1.00 0. 00 H 

ATOM 511 1HH2 ARG A 37147.050 3.372 9.109 1.00 0. 00 H 

ATOM 512 2HH2 ARG A 37147.646 3.282 10.734 1.00 0. 00 H 

20 ATOM 513 N TRP A 38150.004 5.886 3.900 1.00 0. 00 N 

ATOM 514 CA TRP A 38150.274 7.185 3.294 1. 00 0. 00 C 

ATOM 515 C TRP A 38149.557 7.323 1.954 1.00 0. 00 C 

ATOM 516 0 TRP A 38149.618 6.430 1.110 1.00 0.00 0 

ATOM 517 CB TRP A 38151.783 7.382 3.104 1.00 0. 00 C 

25 ATOM 518 CG TRP A 38152.128 8.579 2.267 1.00 0. 00 C 

ATOM 519 CD 1 TRP A 38152.387 9.844 2.710 1.00 0. 00 C 

ATOM 520 CD2 TRP A 38152.247 8.620 0.840 1.00 0. 00 C 

ATOM 521 NE1 TRP A 38152.659 10.670 1.646 1.00 0. 00 N 

ATOM 522 CE2 TRP A 38152.579 9.941 0.486 1.00 0. 00 C 
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CE3 TRP A 38152. 104 7. 668 -0. 174 1. 00 0. 00 C 

CZ2 TRP A 38152.771 10.333 -0.836 1.00 0. 00 C 

CZ3 TRP A 38152. 296 8. 057 -1. 486 1. 00 0. 00 C 

CH2 TRP A 38152.625 9.380 -1.807 1.00 0. 00 C 

H TRP A 38150.216 5.071 3.400 1.00 0. 00 H 

HA TRP A 38149.904 7.945 3.964 1.00 0. 00 H 

1HB TRP A 38152.247 7.508 4.071 1.00 0. 00 H 

2HB TRP A 38152.195 6.507 2.623 1.00 0/00 H 

HD1 TRP A 38152.376 10.139 3.748 1.00 0. 00 H 

HE 1 TRP A 38152.875 11.623 1.706 1.00 0. 00 H 

HE3 TRP A 38151.850 6.644 0.055 1.00 0. 00 H 

HZ2 TRP A 38153.022 11.349 -1.102 1.00 0. 00 H 

HZ 3 TRP A 38152. 189 7. 335 -2. 281 1. 00 0. 00 H 

HH2 TRP A 38152.765 9.638 -2.847 1.00 0. 00 H 

N ILEA 39148.889 8.456 1.765 1.00 0. 00 N 

CA ILEA 39148.169 8.727 0.528 1.00 0. 00 C 

C ILEA 39148.631 10.044 -0.083 1.00 0. 00 C 

0 ILEA 39148.297 11.119 0.414 1. 00 0. 00 0 

CB ILEA 39146.647 8.785 0.762 1.00 0. 00 C 

CGI ILE A 39146.181 7.562 1.554 1.00 0. 00 C 

CG2 ILE A 39145.911 8.876 -0.567 1.00 0. 00 C 

CD 1 ILE A 39144.818 7.736 2.187 1.00 0. 00 C 

H ILEA 39148.887 9.132 2.475 1.00 0. 00 H 

HA ILEA 39148.378 7.924 -0.165 1.00 0. 00 H 

HB ILEA 39146.427 9.678 1.328 1.00 0. 00 H 

1HG1 ILE A 39146.134 6.710 0.893 1.00 0. 00 H 

2HG1 ILE A 39146.891 7.360 2.342 1.00 0. 00 H 

1HG2 ILE A 39146.058 9.857 -0.994 1.00 0. 00 H 

2HG2 ILE A 39144.856 8.708 -0.405 1.00 0. 00 H 
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ATOM 


550 




ATOM 


551 
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ATOM 552 3HG2 ILE A 39146.295 8.127 -1.243 1.00 0. 00 H 

ATOM 553 1HD1 ILE A 39144.725 8.742 2.569 1.00 0. 00 H 

ATOM 554 2HD1 ILE A 39144.706 7.032 2.998 1.00 0. 00 H 

ATOM 555 3HD1 ILE A 39144.052 7.559 1.446 1.00 0. 00 H 

5 ATOM 556 N GLY A 40149. 407 9. 955 -1. 159 1. 00 0. 00 N 

ATOM 557 CA GLY A 40149.906 11.152 -1.808 1.00 0. 00 C 

ATOM 558 C GLY A 40150.448 10.884 -3.197 1.00 0. 00 C 

ATOM 559 0 GLY A 40150.274 9.794 -3.742 1.00 0.00 0 , 

ATOM 560 H GLY A 40149.646 9.072 -1.510 1.00 0. 00 H 

10 ATOM 561 1HA GLY A 40149.104 11.870 -1.880 1.00 0. 00 H 

ATOM 562 2HA GLY A 40150.693 11.572 -1.202 1.00 0. 00 H 

ATOM 563 N GLN A 41151.109 11.884 -3.769 1.00 0. 00 N 

ATOM 564 CA GLN A 41151.683 11.763 -5.103 1.00 0. 00 C 

ATOM 565 C GLN A 41153.162 12.148 -5.090 1.00 0. 00 C 

15 ATOM 566 0 GLN A 41153.506 13.302 -4.830 1.00 0.00 0 

ATOM 567 CB GLN A 41150.919 12.654 -6.082 1.00 0. 00 C 

ATOM 568 CG GLN A 41149.411 12.488 -6.004 1.00 0. 00 C 

ATOM 569 CD GLN A 41148.672 13.804 -6.138 1.00 0. 00 C 

ATOM 570 0E1 GLN A 41148.635 14.607 -5.206 1.00 0.00 0 

20 ATOM 571 NE2 GLN A 41148.077 14.033 -7.304 1.00 0. 00 N 

ATOM 572 H GLN A 41151.213 12.728 -3.282 1.00 0. 00 H 

ATOM 573 HA GLN A 41151.588 10.735 -5.415 1.00 0. 00 H 

ATOM 574 1HB GLN A 41151.157 13.685 -5.871 1.00 0. 00 H 

ATOM 575 2HB GLN A 41151.235 12.418 -7.086 1.00 0. 00 H 

25 ATOM 576 1HG GLN A 41149.090 11.832 -6.799 1.00 0. 00 H 

ATOM 577 2HG GLN A 41149.158 12.046 -5.051 1.00 0. 00 H 

ATOM 578 1HE2 GLN A 41148.148 13.349 -8.000 1.00 0. 00 H 

ATOM 579 2HE2 GLN A 41147.594 14.878 -7.418 1.00 0. 00 H 

ATOM 580 N PRO A 42154.062 11.187 -5.368 1.00 0. 00 N 
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ATOM 581 CA PROA 42155.507 11.441 -5.381 1.00 0. 00 C 

ATOM 582 C PROA 42155.892 12.546 -6.360 1.00 0. 00 C 

ATOM 583 0 PROA 42155.139 12.859 -7.283 1.00 0.00 0 

ATOM 584 CB PROA 42156.107 10.102 -5.822 1.00 0. 00 C 

ATOM 585 CG PROA 42155.065 9.090 -5.491 1.00 0. 00 C 

ATOM 586 CD PROA 42153.749 9.784 -5.689 1.00 0. 00 C 

ATOM 587 HA PROA 42155.871 11.695 -4.396 1.00 0. 00 H 

ATOM 588 1HB PROA 42156.311 10.129 -6.882 1.00 0. 00 H 

ATOM 589 2HB PROA 42157. 022 9.918 -5.279 1.00 0. 00 H 

ATOM 590 1HG PROA 42155.148 8.245 -6.157 1.00 0. 00 H 

ATOM 591 2HG PROA 42155.173 8.774 -4.464 1.00 0. 00 H 

ATOM 592 1HD PROA 42153.419 9.686 -6.713 1.00 0. 00 H 

ATOM 593 2HD PROA 42153.007 9.389 -5.010 1.00 0. 00 H 

ATOM 594 N PROA 43157.076 13.153 -6.172 1.00 0. 00 N 

ATOM 595 CA PROA 43157.559 14.227 -7.043 1.00 0. 00 C 

ATOM 596 C PROA 43157.974 13.715 -8.417 1.00 0. 00 C 

ATOM 597 0 PROA 43159.140 13.389 -8.642 1.00 0.00 0 

ATOM 598 CB PROA 43158.771 14.776 -6.291 1.00 0. 00 C 

ATOM 599 CG PROA 43159.256 13.633 -5.468 1.00 0. 00 C 

ATOM 600 CD PROA 43158.034 12.839 -5.096 1.00 0. 00 C 

ATOM 601 HA PROA 43156.820 15.006 -7.159 1.00 0. 00 H 

ATOM 602 1HB PROA 43159.519 15.100 -7.000 1.00 0. 00 H 

ATOM 603 2HB PROA 43158.469 15.608 -5.673 1.00 0. 00 H 

ATOM 604 1HG PROA 43159.935 13.027 -6.048 1.00 0. 00 H 

ATOM 605 2HG PROA 43159.747 14.004 -4.580 1.00 0. 00 H 

ATOM 606 1HD PROA 43158.262 11.783 -5.079 1.00 0. 00 H 

ATOM 607 2HD PROA 43157.654 13.158 -4,137 1.00 0. 00 H 

ATOM 608 N GLY A 44157.015 13.646 -9.332 1.00 0. 00 N 

ATOM 609 CA GLY A 44157.304 13.172 -10.672 1.00 0. 00 C 
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610 C GLY A 44156.071 12.647 -11.380 1.00 0. 00 C 

611 0 GLY A 44155.783 13.041 -12.510 1.00 0.00 0 

612 H GLY A 44156.104 13.919 -9.097 1.00 0. 00 H 

613 1HA GLY A 44157.716 13.985 -11.248 1.00 0. 00 H 

614 2HA GLY A 44158.035 12.380 -10.612 1.00 0. 00 H 

615 N LEU A 45155.344 11.756 -10.716 1.00 0. 00 N 

616 CA LEU A 45154.136 11.177 -11.291 1.00 0. 00 C 

617 C LEU A 45152.926 11.462 -10.410 1.00 0. 00 C 

618 0 LEU A 45152.826 10.948 -9.296 1.00 0.00 0 

619 CB LEU A 45154.307 9.668 -11.472 1.00 0. 00 C 

620 CG LEU A 45154.840 8.927 -10.245 1.00 0. 00 C 

621 CD1 LEU A 45154.467 7.451 -10.307 1.00 0.00 C 

622 CD2 LEU A 45156.350 9.096 -10.132 1.00 0. 00 C 

623 H LEU A 45155.624 11.483 -9.816 1.00 0. 00 H 

624 HA LEU A 45153.977 11.632 -12.258 1.00 0. 00 H 

625 1HB LEU A 45153.346 9.248 -11.733 1.00 0. 00 H 

626 2HB LEU A 45154.989 9.500 -12.292 1.00 0. 00 H 

627 HG LEU A 45154. 389 9. 345 -9. 357 1. 00 0. 00 H 

628 1HD1 LEU A 45153. 870 7. 266 -11. 188 1. 00 0. 00 H 

629 2HD1 LEU A 45153.901 7.186 -9.427 1.00 0. 00 H 

630 3HD1 LEU A 45155. 365 6. 852 -10. 350 1. 00 0. 00 H 

631 1HD2 LEU A 45156. 683 9. 843 -10. 837 1. 00 0. 00 H 

632 2HD2 LEU A 45156. 836 8. 157 -10. 349 1. 00 0. 00 H 

633 3HD2 LEU A 45156.602 9.408 -9.130 1.00 0. 00 H 

634 N ASN A 46152.008 12.282 -10.911 1.00 0. 00 N 

635 CA ASN A 46150.810 12.622 -10.156 1.00 0. 00 C 

636 C ASN A 46149.846 11.443 -10.124 1.00 0. 00 C 

637 0 ASN A 46149.218 11.110 -11.130 1.00 0.00 0 

638 CB ASN A 46150.123 13.843 -10.773 1.00 0. 00 C 
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ATOM 639 CG ASN A 46149.380 14.670 -9.743 1.00 0. 00 C 

ATOM 640 0D1 ASN A 46149.955 15.100 -8.743 1.00 0.00 0 

ATOM 641 ND2 ASN A 46148.095 14.900 -9.984 1. 00 0. 00 N 

ATOM 642 H ASN A 46152.139 12.664 -11.804 1.00 0. 00 H 

5 ATOM 643 HA ASN A 46151.108 12.858 -9.146 1.00 0. 00 H 

ATOM 644 1HB ASN A 46150.868 14.469 -11.241 1.00 0. 00 H 

ATOM 645 2HB ASN A 46149.417 13.511 -11.519 1.00 0. 00 H 

ATOM 646 1HD2 ASN A . 46147. 703 14. 526 -10. 801 1. 00 0. 00 H 

ATOM 647 2HD2 ASN A 46147.590 15.433 -9.335 1.00 0. 00 H 

10 ATOM 648 N GLTJ A 47149.734 10.813 -8.961 1.00 0. 00 N 

ATOM 649 CA GLU A 47148.848 9.668 -8.790 1.00 0. 00 C 

ATOM 650 C GLU A 47148.661 9.345 -7.312 1.00 0. 00 C 
ATOM 651 0 GLU A 47149.627 9.062 -6.604 1.00 0.00 0 
ATOM 652 CB GLU A 47149.405 8.446 -9.525 1.00 0. 00 C 
15 ATOM 653 CG GLU A 47150.918 8.314 -9.439 1.00 0. 00 C 
ATOM 654 CD GLU A 47151.479 7.357 -10.472 1.00 0. 00 C 
ATOM 655 0E1 GLU A 47151.460 7.702 -11.672 1.00 0.00 0 
ATOM 656 0E2 GLU A 47151.937 6.263 -10.082 1.00 0.00 0 
ATOM 657 H GLU A 47150.262 11.125 -8.197 1.00 0. 00 H 
20 ATOM 658 HA GLU A 47147.889 9.926 -9.214 1.00 0. 00 H 
ATOM 659 1HB GLU A 47148.964 7.555 -9.103 1.00 0. 00 H 
ATOM 660 2HB GLU A 47149.131 8.513 -10.568 1.00 0. 00 H 
ATOM 661 1HG GLU A 47151.360 9.285 -9.592 1.00 0. 00 H 
ATOM 662 2HG GLU A 47151.180 7.952 -8.455 1.00 0. 00 H 
25 ATOM 663 N VAL A 48147.416 9.382 -6.851 1.00 0. 00 N 
ATOM 664 CA VAL A 48147.116 9.085 -5.457 1.00 0. 00 C 
ATOM 665 C VAL A 48147.475 7.642 -5.124 1.00 0. 00 C 
ATOM 666 0 VAL A 48146.726 6.717 -5.438 1.00 0.00 0 
ATOM 667 CB VAL A 48145.629 9.320 -5.137 1.00 0. 00 C 
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668 CGI VAL A 48145.378 9.198 -3.642 1.00 0. 00 C 

669 CG2 VAL A 48145.180 10.679 -5.652 1.00 0. 00 C 

670 H VAL A 48146. 684 9. 609 -7. 462 1. 00 0. 00 H 

671 HA VAL A 48147.709 9.745 -4.840 1.00 0. 00 H 

672 HB VAL A 48145. 048 8. 560 -5. 639 1. 00 0. 00 H 

673 1HG1 VAL A 48144.420 9.634 -3.401 1.00 0. 00 H 

674 2HG1 VAL A 48146.156 9.719 -3.103 1.00 0. 00 H 

675 3HG1 VAL A 48145.381 8.155 -3.360 1.00 0. 00 H 

676 1HG2 VAL A 48144.227 10.934 -5.213 1.00 0. 00 H 

677 2HG2 VAL A 48145.083 10.644 -6.726 1.00 0. 00 H 

678 3HG2 VAL A 48145.912 11.426 -5.381 1.00 0. 00 H 

679 N LEU A 49148.629 7.455 -4.492 1.00 0. 00 N 

680 CA LEU A 49149.088 6.123 -4.122 1.00 0. 00 C 

681 C LEU A 49148.955 5.904 -2.621 1.00 0. 00 C 

682 0 LEU A 49149.633 6.554 -1.825 1.00 0.00 0 

683 CB LEU A 49150.544 5.923 -4.550 1.00 0. 00 C 

684 CG LEU A 49150.801 6.069 -6.051 1.00 0. 00 C 

685 CD 1 LEU A 49152.275 6.335 -6.317 1.00 0. 00 C 

686 CD 2 LEU A 49150.342 4.822 -6.793 1.00 0. 00 C 

687 H LEU A 49149.185 8.231 -4.270 1.00 0. 00 H 

688 HA LEU A 49148.470 5.404 -4.636 1.00 0. 00 H 

689 1HB LEU A 49151.153 6.649 -4.030 1.00 0. 00 H 

690 2HB LEU A 49150.854 4.935 -4.249 1.00 0. 00 H 

691 HG LEU A 49150.237 6.910 -6.427 1.00 0. 00 H 

692 1HD1 LEU A 49152.707 6.843 -5.468 1.00 0. 00 H 

693 2HD1 LEU A 49152.376 6.954 -7.197 1.00 0. 00 H 

694 3HD1 LEU A 49152.788 5.398 -6.475 1.00 0. 00 H 

695 1HD2 LEU A 49151.185 4.165 -6.951 1.00 0. 00 H 

696 2HD2 LEU A 49149.921 5.104 -7.746 1.00 0. 00 H 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 

X \J 


ATOM 




ATOM 




ATOM 

XX X V/1U 




ATOM 

ill V 111 




ATOM 

rx x v/iii 


1 o 


ATOM 

XX X \J 1U 




ATOM 




ATOM 




ATOM 

XXX v/ltl 




ATOM 


20 

Li \J 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




A TAXI 

ATOM 




ATOM 




ATOM 




ATOM 



WO 2004/016781 PCT/JP2003/0 10288 

V 275 9 

ATOM 697 3HD2 LEU A 49149.593 4.311 -6.206 1.00 0. 00 H 

ATOM 698 N ALA A 50148.077 4.984 -2.240 1.00 0. 00 N 

ATOM 699 CA ALA A 50147.856 4.682 -0.832 1.00 0. 00 C 

ATOM 700 C ALA A 50148.756 3.542 -0.369 1.00 0. 00 C 

5 ATOM 701 0 ALA A 50148.624 2.408 -0.830 1.00 0.00 0 

ATOM 702 CB ALA A 50146.395 4.337 -0.589 1.00 0. 00 C 

ATOM 703 H ALA A 50147.565 4.497 -2.920 1.00 0. 00 H 

ATOM 704 HA ALA A 50148.093 5.570 -0.265 1.00 0. 00 H 

ATOM 705 IHB ALA A 50145.792 4.740 -1. 389 1.00 0. 00 H 

10 ATOM 706 2HB ALA A 50146.077 4.763 0.352 1.00 0. 00 H 

ATOM 707 3HB ALA A 50146.278 3.265 -0.556 1.00 0. 00 H 

ATOM 708 N GLY A 51149.671 3.850 0.545 1.00 0. 00 N 

ATOM 709 CA GLY A 51150.578 2.839 1. 056 1.00 0. 00 C 

ATOM 710 C GLY A 51149.878 1.821 1.933 1.00 0. 00 C 

15 ATOM 711 0 GLY A 51149.350 2.162 2.991 1.00 0.00 0 

ATOM 712 H GLY A 51149.730 4.770 0.876 1.00 0. 00 H 

ATOM 713 1HA GLY A 51151.034 2.326 0.221 1.00 0. 00 H 

ATOM 714 2HA GLY A 51151.352 3.324 1.631 1.00 0. 00 H 

ATOM 715 N LEU A 52149.873 0.567 1.494 1.00 0. 00 N 

20 ATOM 716 CA LEU A 52149.232 -0.504 2.247 1.00 0. 00 C 

ATOM 717 C LEU A 52150. 270 -1. 379 2. 943 1. 00 0. 00 C 

ATOM 718 0 LEU A 52151.305 -1.710 2.364 1.00 0.00 0 

ATOM 719 CB LEU A 52148.365 -1.360 1.322 1.00 0. 00 C 

ATOM 720 CG LEU A 52147.140 -0.650 0.742 1.00 0. 00 C 

25 ATOM 721 CDl LEU A 52146.534 -L 469 -0.388 1.00 0. 00 C 

ATOM 722 CD2 LEU A 52146.108 -0.394 1.830 1.00 0. 00 C 

ATOM 723 H LEU A 52150.311 0.356 0.643 1.00 0. 00 H 

ATOM 724 HA LEU A 52148.601 -0.050 2.997 1.00 0. 00 H 

ATOM 725 IHB LEU A 52148.980 -1.701 0.501 1.00 0. 00 H 
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ATOM 726 2HB LEU A 52148.024 -2.221 1.876 1.00 0. 00 H 

ATOM 727 HG LEU A 52147. 444 0. 305 0. 336 1. 00 0. 00 H 

ATOM 728 1HD1 LEU A 52145.929 -0.828 -1.012 1.00 0. 00 H 

ATOM 729 2HD1 LEU A 52145.918 -2.253 0.027 1.00 0. 00 H 

5 ATOM 730 3HD1 LEU A 52147. 324 -1. 906 -0. 979 1. 00 0. 00 H 

ATOM 731 1HD2 LEU A 52146.587 0.078 2.675 1.00 0. 00 H 

ATOM 732 2HD2 LEU A 52145.673 -1.332 2.141 1.00 0. 00 H 

ATOM 733 3HD2 LEU A 52145.334 0.254 1.447 1.00 0. 00 H 

ATOM 734 N GLU A 53149.985 -1.750 4.187 1.00 0. 00 N 

10 ATOM 735 CA GLU A 53150. 892 -2. 587 4. 962 1. 00 0. 00 C 

ATOM 736 C GLU A 53150.367 -4.015 5.058 1.00 0. 00 C 

ATOM 737 0 GLU A 53149.392 -4.282 5.759 1.00 0.00 0 

ATOM 738 CB GLU A 53151.084 -2.006 6.365 1.00 0. 00 C 

ATOM 739 CG GLU A 53152.053 -2.799 7.225 1.00 0. 00 C 

15 ATOM 740 CD GLU A 53151.694 -2.758 8.697 1.00 0. 00 C 

ATOM 741 0E1 GLU A 53152.597 -2.965 9.535 1.00 0.00 0 

ATOM 742 0E2 GLU A 53150.510 -2.518 9.013 1.00 0.00 0 

ATOM 743 H GLU A 53149.143 -1.454 4.594 1.00 0. 00 H 

ATOM 744 HA GLU A 53151.846 -2.599 4.455 1.00 0. 00 H 

20 ATOM 745 1HB GLU A 53151.457 -0.996 6.276 1.00 0. 00 H 

ATOM 746 2HB GLU A 53150.127 -1.982 6.865 1.00 0. 00 H 

ATOM 747 1HG GLU A 53152.046 -3.828 6.898 1.00 0. 00 H 

ATOM 748 2HG GLU A 53153.045 -2.389 7.100 1.00 0. 00 H 

ATOM 749 N LEU A 54151.021 -4.929 4.348 1.00 0. 00 N 

25 ATOM 750 CA LEU A 54150.618 -6.331 4.353 1.00 0. 00 C 

ATOM 751 C LEU A 54150.983 -6.997 5.676 1.00 0. 00 C 

ATOM 752 0 LEU A 54152.069 -6.783 6.212 1.00 0.00 0 

ATOM 753 CB LEU A 54151.282 -7.078 3.194 1.00 0. 00 C 

ATOM 754 CG LEU A 54151.184 -6.382 1.835 1.00 0. 00 C 
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755 CD1 LEU A 54152. 187 -6. 976 0. 859 1. 00 0. 00 C 

756 CD2 LEU A 54149.771 -6.491 1.283 1.00 0. 00 C 

757 H LEU A 54151.791 -4.655 3.808 1.00 0. 00 H 

758 HA LEU A 54149. 547 -6. 369 4. 227 1. 00 0. 00 H 

759 1HB LEU A 54152.327 -7.213 3.433 1.00 0. 00 H 

760 2HB LEU A 54150. 821 -8. 050 3. 109 1. 00 0. 00 H 

761 HG LEU A 54151.417 -5.334 1.957 1.00 0. 00 H 

762 1HD1 LEU A 54151.706 -7.745 0.272 1.00 0. 00 H 

763 2HD1 LEU A 54153.012 -7.406 1.407 1.00 0. 00 H 

764 3HD1 LEU A 54152. 555 -6. 200 0. 205 1. 00 0. 00 H 

765 1HD2 LEU A 54149. 795 -6. 380 0. 209 1. 00 0. 00 H 

766 2HD2 LEU A 54149.156 -5.713 1.712 1.00 0. 00 H 

767 3HD2 LEU A 54149.359 -7.457 1.536 1.00 0. 00 H 

768 N GLU A 55150.065 -7.806 6.197 1.00 0. 00 N 

769 CA GLU A 55150.290 -8.504 7.458 1.00 0. 00 C 

770 C GLU A 55151.347 -9.593 7.295 1.00 0. 00 C 

771 0 GLU A 55152.090 -9.894 8.229 1.00 0.00 0 

772 CB GLU A 55148.983 -9.117 7.965 1.00 0. 00 C 

773 CG GLU A 55147.843 -8.118 8.067 1.00 0. 00 C 

774 CD GLU A 55147.017 -8.302 9.326 1.00 0. 00 C 

775 0E1 GLU A 55147.071 -9.401 9.916 1.00 0.00 0 

776 0E2 GLU A 55146.318 -7.346 9.722 1.00 0.00 0 

777 H GLU A 55149.218 -7.937 5.723 1.00 0. 00 H 

778 HA GLU A 55150.642 -7.782 8.179 1.00 0. 00 H 

779 1HB GLU A 55148.683 -9.906 7.291 1.00 0. 00 H 

780 2HB GLU A 55149.154 -9.538 8.945 1.00 0. 00 H 

781 1HG GLU A 55148.254 -7.120 8.069 1.00 0. 00 H 

782 2HG GLU A 55147. 198 -8. 239 7.210 1.00 0. 00 H 

783 N ASP A 56151.406 -10.179 6.103 1.00 0. 00 N 
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784 CA ASP A 56152.372 -11.234 5.818 1.00 0. 00 C 

785 C ASP A 56153.664 -10.651 5.256 1.00 0. 00 C 

786 0 ASP A 56153.650 -9.931 4.258 1.00 0.00 0 

787 CB ASP A 56151.781 -12.241 4.830 1.00 0. 00 C 

788 CG ASP A 56150.691 -13.091 5.453 1.00 0. 00 C 

789 0D1 ASP A 56149.769 -13.504 4.718 1.00 0.00 0 

790 0D2 ASP A 56150.759 -13.342 6.674 1.00 0.00 0 
79.1 H ASP A 56150.786 -9.895 5.399 1.00 0. 00 H 

792 HA ASP A 56152.593 -11.741 6.745 1.00 0. 00 H 

793 1HB ASP A 56151.362 -11.708 3.990 1.00 0. 00 H 

794 2HB ASP A 56152.566 -12.895 4.480 1.00 0. 00 H 

795 N GLU A 57154.781 -10.966 5.905 1.00 0. 00 N 

796 CA GLU A 57156.083 -10.474 5.470 1.00 0. 00 C 

797 C GLU A 57156.427 -10.999 4.080 1.00 0. 00 C 

798 0 GLU A 57156.851 -12.145 3.927 1.00 0.00 0 

799 CB GLU A 57157.167 -10.886 6.467 1.00 0. 00 C 

800 CG GLU A 57157.113 -10.116 7.776 1.00 0. 00 C 

801 CD GLU A 57157.985 -10.733 8.852 1.00 0. 00 C 

802 0E1 GLU A 57158.567 -9.973 9.653 1.00 0.00 0 

803 0E2 GLU A 57158.086 -11.977 8.892 1.00 0.00 0 

804 H GLU A 57154.728 -11.545 6.694 1.00 0. 00 H 

805 HA GLU A 57156.033 -9.396 5.431 1.00 0. 00 H 

806 1HB GLU A 57157.056 -11.937 6.687 1.00 0. 00 H 

807 2HB GLU A 57158.135 -10.721 6.017 1.00 0. 00 H 

808 1HG GLU A 57157.448 -9.105 7.599 1.00 0. 00 H 

809 2HG GLU A 57156.092 -10.099 8.127 1.00 0. 00 H 

810 N CYS A 58156.242 -10.156 3.070 1.00 0. 00 N 

811 CA CYS A 58156.533 -10.535 1.693 1.00 0. 00 C 

812 C CYS A 58157.946 -10.114 1.300 1.00 0. 00 C 
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1. 397 1. 00 0. 00 0 

0. 742 1. 00 0. 00 C 

0. 443 1. 00 0. 00 S 
3. 256 1. 00 0. 00 H 

1. 623 1. 00 0. 00 H 
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0. 506 1. 00 0. 00 H 
0. 855 1. 00 0. 00 N 
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ATOM 871 H ASP A 63160.625 -0.779 

ATOM 872 HA ASP A 63158.743 -1.875 

ATOM 873 1HB ASP A 63160.388 -1.156 

ATOM 874 2HB ASP A 63161.083 -2.284 

ATOM 875 N GLY A 64158. 152 0. 775 

ATOM 876 CA GLY A 64157.511 2.071 

ATOM 877 C GLY A 64158. 215 3. 146 

ATOM 878 0 GLY A 64158. 375 4. 274 

ATOM 879 H GLY A 64158.083 0.274 

ATOM 880 1HA GLY A 64156. 490 1. 989 

ATOM 881 2HA GLY A 64157. 505 2. 362 

ATOM 882 N THR A 65158.638 2.795 

ATOM 883 CA THR A 65159.329 3.737 

ATOM 884 C THR A 65158.943 3.515 

ATOM 885 0 THR A 65159.044 2.402 
ATOM 886 CB THR A 65160.844 3.600 
ATOM 887 0G1 THR A 65161.250 2.258 
ATOM 888 CG2 THR A 65161.338 4.034 
ATOM 889 H THR A 65158.481 1.880 
ATOM 890 HA THR A 65159.034 4.734 
ATOM 891 HB THR A 65161.334 4.215 
ATOM 892 HG1 THR A 65160.827 1.907 
ATOM 893 1HG2 THR A 65160.554 4.569 
ATOM 894 2HG2 THR A 65162. 197 4. 679 
ATOM 895 3HG2 THR A 65161. 619 3.164 
ATOM 896 N PHE A 66158.503 4.581 
ATOM 897 CA PHE A 66158. 101 4. 504 
ATOM 898 C PHE A 66159. 101 5. 230 
ATOM 899 0 PHE A 66159. 198 6.457 
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3.514 1.00 0. 00 H 

5. 490 1. 00 0. 00 H 

7.188 1.00 0. 00 H 

6.029 1.00 0. 00 r 

4. 482 1. 00 0. 00 N 

4. 603 1. 00 0. 00 C 

3. 799 1. 00 0. 00 C 

4. 263 1. 00 0. 00 0 

3. 642 1. 00 0. 00 H 

4. 257 1. 00 0. 00 H 

5. 643 1. 00 0. 00 H 

2. 589 1. 00 0. 00 N 
1. 717 1. 00 0. 00 C 

0. 260 1. 00 0. 00 C 
-0. 257 1. 00 0. 00 0 

1. 884 1. 00 0. 00 C 

1. 686 1. 00 0. 00 0 

3. 246 1. 00 0. 00 C 

2. 275 1. 00 0. 00 H 

2. 008 1. 00 0. 00 H 
1. 143 1. 00 0. 00 H 
0. 900 1. 00 0. 00 H 
3.761 1.00 0. 00 H 
3.129 1.00 0. 00 H 

3. 822 1. 00 0. 00 H 
-0. 399 1. 00 0. 00 N 
-1. 799 1. 00 0. 00 C 
-2. 694 1. 00 0. 00 C 
-2. 665 1. 00 0. 00 0 
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ATOM 900 CB PHE A 66156.705 5.101 -1.985 1.00 0. 00 C 

ATOM 901 CG PHE A 66156.083 4.770 -3.311 1.00 0. 00 C 

ATOM 902 CD 1 PHE A 66155.689 5.778 -4.177 1.00 0. 00 C 

ATOM 903 CD2 PHE A 66155.893 3.452 -3.692 1.00 0. 00 C 

5 ATOM 904 CE1 PHE A 66155.116 5.476 -5.398 1.00 0. 00 C 

ATOM 905 CE2 PHE A 66155.321 3.144 -4.912 1.00 0. 00 C 

ATOM 906 CZ PHE A 66154.932 4.158 -5.766 1.00 0. 00 C 

ATOM 907 H PHE A 66158.446 5.442 0.066 1.00 0. 00 H 

ATOM 908 HA PHE A 66158.077 3.461 -2.080 1.00 0. 00 H 

10 ATOM 909 1HB PHE A 66156.055 4.726 -1.211 1.00 0. 00 H 

ATOM 910 2HB PHE A 66156.768 6.176 -1.906 1.00 0. 00 H 
ATOM 911 HD1 PHE A 66155.833 6.809 -3.891 1.00 0. 00 H 
ATOM 912 HD2 PHE A 66156.196 2.659 -3.026 1.00 0. 00 H 
ATOM 913 HE 1 PHE A 66154.813 6.271 -6.064 1.00 0. 00 H 
15 ATOM 914 HE2 PHE A 66155.178 2.112 -5.197 1.00 0. 00 H 
ATOM 915 HZ PHE A 66154.485 3.919 -6.720 1.00 0. 00 H 
ATOM 916 N ARG A 67159.843 4.465 -3.487 1.00 0. 00 N 
ATOM 917 CA ARG A 67160.835 5.035 -4.390 1.00 0. 00 C 
ATOM 918 C ARG A 67161.898 5.807 -3.615 1.00 0. 00 C 
20 ATOM 919 0 ARG A 67162.370 6.853 -4.062 1.00 0.00 0 
ATOM 920 CB ARG A 67160.158 5.956 -5.408 1.00 0. 00 C 
ATOM 921 CG ARG A 67158.907 5.359 -6.030 1.00 0. 00 C 
ATOM 922 CD ARG A 67158.567 6.031 -7.350 1.00 0. 00 C 
ATOM 923 NE ARG A 67157.502 5.330 -8.063 1.00 0. 00 N 
25 ATOM 924 CZ ARG A 67157.666 4.161 -8.677 1.00 0. 00 C 
ATOM 925 NH1 ARG A 67158.849 3.558 -8.668 1.00 0. 00 N 
ATOM 926 NH2 ARG A 67156.644 3.591 -9.302 1.00 0. 00 N 
ATOM 927 H ARG A 67159.719 3.493 -3.465 1.00 0. 00 H 
ATOM 928 HA ARG A 67161.311 4.220 -4.917 1.00 0. 00 H 
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ATOM 929 1HB ARG A 67159.886 6.877 -4.916 1.00 0. 00 H 

ATOM 930 2HB ARG A 67160.859 6.174 -6.199 1.00 0. 00 H 

ATOM 931 1HG ARG A 67159.071 4.306 -6.206 1.00 0. 00 H 

ATOM 932 2HG ARG A 67158.080 5.488 -5.346 1.00 0. 00 H 

5 ATOM 933 1HD ARG A 67158.248 7.043 -7.152 1.00 0. 00 H 

ATOM 934 2HD ARG A 67159.452 6.048 -7.969 1.00 0. 00 H 

ATOM 935 HE ARG A 67156.618 5.753 -8.086 1.00 0. 00 H 

ATOM 936 1HH1 ARG A 67159.623 3.982 -8.199 1.00 0. 00 H 

ATOM 937 2HH1 ARG A 67158.966 2.679 -9.131 1.00 0. 00 H 

10 ATOM 938 1HH2 ARG A 67155.752 4.040 -9.312 1.00 0. 00 H 

ATOM 939 2HH2 ARG A 67156.767 2.712 -9.763 1.00 0. 00 H 

ATOM 940 N GLY A 68162.269 5.284 -2.451 1.00 0. 00 N. 

ATOM 941 CA GLY A 68163.274 5.938 -1.632 1.00 0. 00 C 

ATOM 942 C GLY A 68162.724 7.136 -0.883 1.00 0. 00 C 

15 ATOM 943 0 GLY A 68163.458 8.076 -0.580 1.00 0.00 0 

ATOM 944 H GLY A 68161.859 4.449 -2.145 1.00 0. 00 H 

ATOM 945 1HA GLY A 68163.658 5.225 -0.917 1.00 0. 00 H 

ATOM 946 2HA GLY A 68164.084 6.265.-2.268 1.00 0. 00 H 

ATOM 947 N THR A 69161.430 7.102 -0.584 1.00 0. 00 N 

20 ATOM 948 CA THR A 69160.783 8.193 0.133 1.00 0. 00 C 

ATOM 949 C THR A 69159.899 7.658 1.256 1.00 0. 00 C 

ATOM 950 0 THR A 69158.746 7.291 1.030 1.00 0.00 0 

ATOM 951 CB THR A 69159. 948 9.040 -0.828 1.00 0. 00 C 

ATOM 952 0G1 THR A 69160.661 9.285 -2.028 1.00 0.00 0 

25 ATOM 953 CG2 THR A 69159.546 10.380 -0.251 1.00 0. 00 C 
ATOM 954 H THR A 69160.897 6.324 -0.852 1.00 0. 00 H 
ATOM 955 HA THR A 69161.556 8.811 0.565 1.00 0. 00 H 
ATOM 956 HB THR A 69159.044 8.501 -1.074 1.00 0. 00 H 
ATOM 957 HG1 THR A 69160.425 8.623 -2.681 1.00 0. 00 H 
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5. 809 1. 00 0. 00 C 

6. 486 1. 00 0. 00 0 
3. 386 1. 00 0. 00 C 

2. 026 1. 00 0. 00 C 

0. 874 1. 00 0. 00 C 

1. 894 1. 00 0. 00 C 
-0. 370 1. 00 0. 00 C 

0. 653 1. 00 0. 00 C 

-0. 476 1. 00 0. 00 C 

-1. 713 1. 00 0. 00 0 

3. 937 1. 00 0. 00 H 

4. 354 1. 00 0. 00 H 
3. 256 1. 00 0. 00 H 
3. 761 1. 00 0. 00 H 
0. 960 1. 00 0. 00 H 

2. 780 1. 00 0. 00 H 
-1. 254 1. 00 0. 00 H 

0. 571 1. 00 0. 00 H 

-2. 056 1. 00 0. 00 H 

6. 244 1. 00 0. 00 N 

7. 572 1. 00 0. 00 C 

8. 147 1. 00 0. 00 C 
7. 521 1. 00 0. 00 0 
7. 515 1. 00 0. 00 C 
6. 442 1. 00 0. 00 C 
6. 745 1. 00 0. 00 C 
5. 130 1. 00 0.00 C 
5. 760 1. 00 0. 00 C 
4. 140 1. 00 0. 00 C 
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ATOM 1016 CZ PHE A 72153.597 2.726 4.456 1.00 0. 00 C 

ATOM 1017 H PHE A 72156.362 6.078 5.659 1.00 0. 00 H 

ATOM 1018 HA PHE A 72155.466 7.150 8.214 1.00 0. 00 H 

ATOM 1019 1HB PHE A 72153.850 5.219 8.463 1.00 0. 00 H 

5 ATOM 1020 2HB PHE A 72153.361 6.474 7.328 1.00 0. 00 H 

ATOM 1021 HD1 PHE A 72154.180 2.993 7.765 1.00 0. 00 H 

ATOM 1022 HD2 PHE A 72153.597 6.069 4.882 1.00 0. 00 H 

ATOM 1023 HE1 PHE A 72153.906 1.291 6.009 1.00 0. 00 H 

ATOM 1024 HE2 PHE A 72153.321 4.372 3.121 1.00 0. 00 H 

10 ATOM 1025 HZ PHE A 72153.476 1.980 3.684 1.00 0. 00 H 

ATOM 1026 N THR A 73156.152 4.768 9.342 1.00 0. 00 N 

ATOM 1027 CA THR A 73157.003 3.784 10.003 1.00 0. 00 C 

ATOM 1028 C THR A 73156.260 2.467 10.201 1.00 0. 00 C 

ATOM 1029 0 THR A 73155.275 2.404 10.938 1.00 0.00 0 

15 ATOM 1030 CB THR A 73157.485 4.319 11.352 1.00 0. 00 C 

ATOM 1031 0G1 THR A 73157.819 5.693 11.256 1.00 0.00 0 

ATOM 1032 CG2 THR A 73158.697 3.588 11.888 1.00 0. 00 C 
ATOM 1033 H THR A 73155.336 5.071 9.791 1.00 0. 00 H 
ATOM 1034 HA THR A 73157.860 3.608 9.369 1.00 0. 00 H 

20 ATOM 1035 HB THR A 73156.689 4.214 12.075 1.00 0. 00 H 

ATOM 1036 HG1 THR A 73157.943 6.054 12.137 1.00 0. 00 H 

ATOM 1037 1HG2 THR A 73158.608 3.479 12.959 1.00 0. 00 H 

ATOM 1038 2HG2 THR A 73159.589 4.151 11.656 1.00 0. 00 H 

ATOM 1039 3HG2 THR A 73158.759 2.610 11.431 1.00 0. 00 H 
25 ATOM 1040 N CYS A 74156.736 1.418 9.539 1.00 0. 00 N 
ATOM 1041 CA CYS A 74156.116 0.102 9.643 1.00 0. 00 C 

ATOM 1042 C CYS A 74157.174 -0.992 9.725 1.00 0. 00 C 

ATOM 1043 0 CYS A 74158.373 -0.717 9.671 1.00 0.00 0 

ATOM 1044 CB CYS A 74155.198 -0.148 8.444 1.00 0. 00 C 



WO 2004/016781 





ATOM 


1045 


SG 




ATOM 


1046 


H 




ATOM 


1047 


HA 




ATOM 


1048 


1HB 


5 


ATOM 


1049 


2HB 




ATOM 


1050 


HG 




ATOM 


1051 


N 




ATOM 


1052 


CA 




ATOM 


1053 


c 


10 

x v/ 


ATOM 


1054 


0 




ATOM 

ILX V/ITX 


1055 


CB 




ATOM 

ill VJ Ml 


1056 


H 




ATOM 

IX X V/iil 


1057 


HA 




ATOM 

11 X U1U 


1058 

1 v u u 


1HB 


15 


ATOM 

IX X V/1U 


1059 


2HB 

fJXXXJ 




ATOM 

XX X Will 


1060 


3HB 




ATOM 

IX X \J in 


1061 


N 




ATOM 


1062 


CA 




ATOM 

IX X V/ 111 


1063 


c 


20 


ATOM 

IX X U1U 


1064 


0 




ATOM 

IX X v/iil 


1065 


CB 




ATOM 


1066 


CG 




ATOM 

1 1 X vlu 


1067 


CD1 




ATOM 


1068 


CD2 


25 


ATOM 


1069 


H 




A10M 


1 fl7rt 

1U i u 


UA 

nA 




ATOM 


1071 


1HB 




ATOM 


1072 


2HB 




ATOM 


1073 


HG 



W 287 

CYS A 74153. 512 0. 467 

CYS A 74157. 524 1. 531 

CYS A 74155. 525 0. 085 

CYS A 74155. 613 0. 339 

CYS A 74155. 140 -1.211 

CYS A 74153. 269 0. 955 

ALA A 75156.723 -2.236 

ALA A 75157.631 -3. 373 

ALA A 75158.416 -3. 552 

ALA A 75158.263 -2.776 

ALA A 75156.857 -4.640 

ALA A 75155. 756 -2. 393 

ALA A 75158.325 -3.183 

ALA A 75156.841 -4.784 

ALA A 75157.337 -5.487 

ALA A 75155.846 -4.551 

LEU A 76159. 258 -4. 580 

LEU A 76160. 068 -4. 861 

LEU A 76159. 357 -5. 842 

LEU A 76158. 756 -6. 816 

LEU A 76161.428 -5. 427 

LEU A 76162. 316 -4. 465 

LEU A 76163. 393 -5. 228 

LEU A 76162. 943 -3. 436 

LEU A 76159. 336 -5. 163 

LEU A 76160. 219 -3. 931 

LEU A 76161. 259 ' -6. 307 

LEU A 76161. 959 -5. 720 

LEU A 76161.711 -3.938 
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8. 665 1.00 0.00 S 

8. 967 1. 00 0. 00 H 
10. 546 1. 00 0. 00 H 

7. 575 1. 00 0. 00 H 

8.261 1.00 0.00 H 

7. 875 1. 00 0. 00 H 

9. 856 1. 00 0. 00 N 
9. 946 1. 00 0. 00 C 

8. 652 1. 00 0. 00 C 

7. 708 1. 00 0. 00 0 

10. 276 1. 00 0. 00 C 

9. 894 1. 00 0. 00 H 
10.752 1. 00 0. 00 H 

11. 347 1. 00 0. 00 H 
9. 807 1. 00 0. 00 H 
9. 910 1. 00 0. 00 H 

8. 613 1. 00 0. 00 N 
7. 434 1. 00 0. 00 C 
6. 507 1. 00 0. 00 C 

6. 960 1. 00 0. 00 0 

7. 847 1. 00 0. 00 C 

8. 637 1. 00 0. 00 C 

9. 391 1. 00 0. 00 C 
7. 708 1. 00 0. 00 C 
9. 397 1. 00 0. 00 H 
6. 908 1. 00 0. 00 H 
8.451 1. 00 0.00 H 
6. 954 1. 00 0. 00 H 
9.361 1.00 0.00 H 
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ATOM 1074 1HD1 LEU A 76164.253 -4.593 9.534 1.00 0. 00 H 

ATOM 1075 2HD1 LEU A 76163.679 -6.102 8.824 1.00 0. 00 H 

ATOM 1076 3HD1 LEU A 76163.009 -5.535 10.354 1.00 0. 00 H 

ATOM 1077 1HD2 LEU A 76163.039 -3.855 6.717 1.00 0. 00 H 

5 ATOM 1078 2HD2 LEU A 76163.920 -3.162 8.079 1.00 0. 00 H 

ATOM. 1079 3HD2 LEU A 76162.315 -2.558 7.666 1.00 0. 00 H 

ATOM 1080 N LYS A 77159.429 -5.577 5.207 1.00 0. 00 N 

ATOM 1081 CA LYS A 77158. 793 -6.436 4.214 1.00 0. 00 C 

ATOM 1082 C LYS A 77157.283 -6.478 4.419 1.00 0. 00 C 

10 ATOM 1083 0 LYS A 77156.656 -7.529 4.285 1.00 0.00 0 

ATOM 1084 CB LYS A 77159.370 -7.851 4.288 1.00 0. 00 C 

ATOM 1085 CG LYS A 77160.884 -7.899 4.152 1.00 0. 00 C 

ATOM 1086 CD LYS A 77161.333 -7.461 2.766 1.00 0. 00 C 

ATOM 1087 CE LYS A 77162.582 -6.598 2.832 1.00 0. 00 C 

15 ATOM 1088 NZ LYS A 77162.254 -5.158 3.023 1.00 0. 00 N 

ATOM 1089 H LYS A 77159.924 -4.785 4.906 1.00 0. 00 H 

ATOM 1090 HA LYS A 77159.001 -6.024 3.238 1.00 0. 00 H 

ATOM 1091 1HB LYS A 77159.103 -8.287 5.239 1.00 0. 00 H 

ATOM 1092 2HB LYS A 77158.940 -8.445 3.496 1.00 0. 00 H 

20 ATOM 1093 1HG LYS A 77161.323 -7.240 4. 887 1.00 0. 00 H 

ATOM 1094 2HG LYS A 77161.220 -8.910 4.327 1.00 0. 00 H 
ATOM 1095 1HD LYS A 77161.545 -8.337 2.174 1.00 0. 00 H 
ATOM 1096 2HD LYS A 77160. 538 -6. 894 2. 304 1. 00 0. 00 H 
ATOM 1097 1HE LYS A 77163.191 -6.930 3.660 1.00 0. 00 H 
25 ATOM 1098 2HE LYS A 77163.134 -6.714 1.912 1.00 0. 00 H 
ATOM 1099 1HZ LYS A 77161.291 -4.963 2.679 1.00 0. 00 H 
ATOM 1100 2HZ LYS A 77162.925 -4.564 2.495 1.00 0. 00 H 
ATOM 1101 3HZ LYS A 77162.307 -4.909 4.032 1.00 0. 00 H 
ATOM 1102 N LYS A 78156.702 -5.327 4.745 1.00 0. 00 N 
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ATOM 1132 2HB ALA A 79155.310 -0.026 3.776 1.00 0. 00 H 

ATOM 1133 3HB ALA A 79156.578 -0.684 2.741 1.00 0. 00 H 

ATOM 1134 N LEU A 80153.612 -2.077 0.970 1.00 0. 00 N 

ATOM 1135 CA LEU A 80153.402 -2.069 -0.473 1.00 0. 00 C 

5 ATOM 1136 C LEU A 80152.484 -0.924 -0.884 1.00 0. 00 C 

ATOM 1137 0 LEU A 80151.354 -0.818 -0.407 1.00 0.00 0 

ATOM 1138 CB LEU A 80152.808 -3.404 -0.928 1.00 0. 00 C 

ATOM 1139 CG LEU A 80152.489 -3.494 -2.422 1.00 0. 00 C 

ATOM 1140 CD 1 LEU A 80153.744 -3.825 -3.216 1.00 0. 00 C 

10 ATOM 1141 CD2 LEU A 80151.407 -4.534 -2.673 1.00 0. 00 C 

ATOM 1142 H LEU A 80152.839 -2.167 1.566 1.00 0. 00 H 

ATOM 1143 HA LEU A 80154.362 -1.934 -0.947 1.00 0. 00 H 

ATOM 1144 1HB LEU A 80153.508 -4.189 -0.682 1.00 0. 00 H 

ATOM 1145 2HB LEU A 80151.894 -3.573 -0.378 1.00 0. 00 H 

15 ATOM 1146 HG LEU A 80152.122 -2.537 -2.764 1.00 0. 00 H 

ATOM 1147 1HD1 LEU A 80153.968 -4.877 -3.113 1.00 0. 00 H 

ATOM 1148 2HD1LEUA 80154.572 -3.243 -2.839 1.00 0. 00 H 

ATOM 1149 3HD1 LEU A 80153.582 -3.590 -4.257 1.00 0. 00 H 
ATOM 1150 1HD2LEUA 80150.440 -4.054 -2.672 1.00 0. 00 H 
20 ATOM 11512HD2LEUA 80151.440 -5.282 -1.895 1.00 0. 00 H 
ATOM 1152 3HD2 LEU A 80151.575 -5.003 -3.631 1.00 0. 00 H 
ATOM 1153 N PHE A 81152.977 -0.065 -1.770 1.00 0. 00 N 
ATOM 1154 CA PHE A 81152.201 1.074 -2.245 1.00 0. 00 C 
ATOM 1155 C PHE A 81151.396 0.705 -3.487 1.00 0. 00 C 
25 ATOM 1156 0 PHE A 81151.813 -0.141 -4.280 1.00 0.00 0 
ATOM 1157 CB PHE A 81153.123 2.254 -2.554 1.00 0. 00 C 
ATOM 1158 CG PHE A 81153.759 2.855 -1.332 1.00 0. 00 C 
ATOM 1159 CD 1 PHE A 81153.219 3.986 -0.740 1.00 0. 00 C 
ATOM 1160 CD2 PHE A 81154.894 2.288 -0.775 1.00 0. 00 C 
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CE1 PHE A 81153.801 4.540 0.385 1.00 0. 00 C 

CE2 PHE A 81155.479 2.838 0.349 1.00 0. 00 C 

CZ PHE A 81154.932 3.966 0.930 1.00 0. 00 C 

H PHE A 81153.885 -0.201 -2.114 1.00 0. 00 H 

HA PHE A 81151.517 1.359 -1.460 1.00 0. 00 H 

1HB PHE A 81153.914 1.922 -3.209 1.00 0. 00 H 

2HB PHE A 81152.554 3.027 -3.048 1.00 0. 00 H 

HD1 PHE A 81152.335 4.436 -1.166 1.00 0. 00 H 

HD2 PHE A 81155.323 1.406 -1.228 1.00 0. 00 H 

HE 1 PHE A 81153.371 5.423 0.835 1.00 0. 00 H 

HE2 PHE A 81156.364 2.387 0.773 1.00 0. 00 H 

HZ PHE A 81155.389 4.398 1.808 1.00 0. 00 H 

N VAL A 82150. 242 1. 343 -3. 650 1. 00 0. 00 N 

CA VAL A 82149.380 1.081 -4.796 1.00 0. 00 C 

C VAL A 82148. 465 2. 268 -5. 077 1. 00 0. 00 C 

0 VAL A 82148. 334 3. 174 -4. 253 1. 00 0. 00 0 

CB VAL A 82148.517 -0.175 -4.574 1.00 0. 00 C 

CGI VAL A 82149.388 -1.419 -4.519 1.00 0. 00 C 

CG2 VAL A 82147.691 -0.038 -3.304 1.00 0. 00 C 

H VAL A 82149. 965 2. 006 -2. 984 1. 00 0. 00 H 

HA VAL A 82150.010 0.912 -5.656 1.00 0. 00 H 

HB VAL A 82147.839 -0.273 -5.409 1.00 0. 00 H 

1HG1 VAL A 82150. 172 -1. 344 -5. 260 1. 00 0. 00 H 

2HG1 VAL A 82148.784 -2.291 -4.723 1.00 0. 00 H 

3HG1 VAL A 82149. 829 -1. 508 -3. 538 1. 00 0. 00 H 

1HG2 VAL A 82146. 737 -0. 526 -3. 441 1. 00 0. 00 H 

2HG2 VAL A 82147.531 1.009 -3.090 1.00 0. 00 H 

3HG2 VAL A 82148.217 -0.497 -2.480 1.00 0. 00 H 

N LYS A 83147.834 2.257 -6.247 1.00 0. 00 N 
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3. 333 -6. 639 1. 00 0. 00 C 

3. 327 -5. 778 1. 00 0. 00 C 

2. 332 -5. 724 1. 00 0. 00 0 

3. 198 -8. 116 1. 00 0. 00 C 
3. 442 -9. 064 1. 00 0. 00 C 

3. 082 -10. 495 1. 00 0. 00 C 

4. 066 -11. 487 1. 00 0. 00 C 

3. 393 -12. 739 1. 00 0. 00 N 

1. 508 -6. 862 1. 00 0. 00 H 

4. 270 -6. 492 1. 00 0. 00 H 

2. 201 -8. 289 1. 00 0. 00 H 

3. 912 -8. 343 1. 00 0. 00 H 

4. 486 -9. 024 1. 00 0. 00 H 
2. 837 -8. 753 1. 00 0. 00 H 

2. 094 -10. 715 1. 00 0. 00 H 

3. 093 -10. 596 1. 00 0. 00 H 

4. 809 -11. 733 1. 00 0. 00 H 
4. 549 -11. 027 1. 00 0. 00 H 

2. 476 -12. 515 1. 00 0. 00 H 

3. 984 -13. 235 1. 00 0. 00 H 

3. 233 -13. 366 1. 00 0. 00 H 

4. 445 -5. 109 1. 00 0. 00 N 
4. 573 -4. 250 1. 00 0. 00 C 

4. 378 -5. 049 1. 00 0. 00 C 
3. 858 -4. 535 1. 00 0. 00 0 

5. 944 -3. 571 1.00 0. 00 C 

6. 246 -2. 730 1. 00 0. 00 C 
5. 526 -1. 392 1. 00 0. 00 C 

7. 745 -2. 522 1. 00 0. 00 C 
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■5. 195 1. 00 0. 00 H 

•3. 493 1. 00 0. 00 H 

-2. 929 1. 00 0. 00 H 

-4. 335 1. 00 0. 00 H 

-3. 253 1. 00 0. 00 H 
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-7. 415 1. 00 0. 00 C 
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-8.517 1.00 0.00 C 
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-6. 663 1. 00 0. 00 H 

-6. 689 1. 00 0. 00 H 

-9.201 1.00 0. 00 H 

-8. 360 1. 00 0. 00 H 

-8.631 1.00 0. 00 H 

10. 191 1. 00 0.00 H 
-8. 221 1. 00 0. 00 H 
-9. 109 1. 00 0. 00 H 

11. 134 1. 00 0. 00 H 
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ATOM 


1248 


2HE 


LYS A 


85143.212 


7. 057 




ATOM 


1249 
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85144. 700 


8. 995 
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85145. 659 


8. 416 
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0. 177 




ATOM 


1255 
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CB 
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86143. 430 
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1. 016 
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86143. 380 


2. 669 
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1259 


HA 
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86141. 358 


0. 777 
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86144. 351 


0. 407 




ATOM 


1261 


2HB 


SER A 


86143. 228 


-0. 716 


15 
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86142. 715 


1. 148 
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0. 860 
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87140. 008 
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88138. 344 


-0. 918 




ATOM 


1276 
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88138. 274 


-0. 998 
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10. 619 1. 00 0. 00 H 

10. 899 1. 00 0. 00 H 

-9. 632 1. 00 0. 00 H 

-9. 338 1. 00 0. 00 H 

-7. 322 1. 00 0. 00 N 

-7. 525 1. 00 0. 00 C 

-6. 191 1. 00 0. 00 C 

-6. 073 1. 00 0. 00 0 

-8. 352 1. 00 0. 00 C 

-9. 581 1. 00 0. 00 0 

-7.111 1.00 0. 00 H 

-8. 067 1. 00 0. 00 H 

-7. 794 1. 00 0. 00 H 

-8.561 1.00 0. 00 H 

-9. 979 1. 00 0. 00 H 

-5. 188 1. 00 0. 00 N 

-3. 861 1. 00 0. 00 C 

-3.491 1. 00 0. 00 C 

-4. 073 1. 00 0. 00 0 

-2.818 1. 00 0. 00 C 

-2. 751 1. 00 0. 00 S 

-5. 343 1. 00 0. 00 H 

-3. 878 1. 00 0. 00 H 

-3. 041 1. 00 0. 00 H 

-1. 840 1. 00 0. 00 H 

-3. 603 1. 00 0. 00 H 

-2.519 1.00 0. 00 N 

-2. 072 1. 00 0. 00 C 

-0. 547 1. 00 0. 00 C 
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0.00 c 
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0. 00 c 
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ATOM 1335 N ARG A 92136. 837 -5. 835 7. 146 1. 00 0. 00 N 

ATOM 1336 CA ARG A 92137.387 -6.876 8.006 1.00 0. 00 C 

ATOM 1337 C ARG A 92137.020 -6.628 9.465 1.00 0. 00 C 

ATOM 1338 0 ARG A 92136.878 -7.568 10.247 1.00 0.00 0 

5 ATOM 1339 CB ARG A 92138.909 -6.940 7.854 1.00 0. 00 C 

ATOM 1340 CG ARG A 92139.365 -7.676 6.605 1.00 0. 00 C 

ATOM 1341 CD ARG A 92139. 163 -9. 177 6. 737 1. 00 0. 00 C 

ATOM 1342 NE ARG A 92137.960 -9.631 6.042 1.00 0. 00 N 

ATOM 1343 CZ ARG A 92137.717 -10.903 5.736 1.00 0. 00 C 

10 ATOM 1344 NH1 ARG A 92138.590 -11.850 6.059 1.00 0. 00 N 

ATOM 1345 NH2 ARGA 92136.599 -11.230 5.103 1.00 0. 00 N 

ATOM 1346 H ARGA 92137.449 -5.222 6.686 1.00 0. 00 H 

ATOM 1347 HA ARGA 92136.964 -7.819 7.695 1.00 0. 00 H 

ATOM 1348 1HB ARGA 92139.298 -5.934 7.815 1.00 0. 00 H 

15 ATOM 1349 2HB ARGA 92139.324 -7.444 8.715 1.00 0. 00 H 

ATOM 1350 1HG ARGA 92138.794 -7.320 5.761 1.00 0. 00 H 

ATOM 1351 2HG ARGA 92140.414 -7.475 6.444 1.00 0. 00 H 

ATOM 1352 1HD ARGA 92140.021 -9.681 6.317 1.00 0. 00 H 

ATOM 1353 2HD ARGA 92139.078 -9.426 7.785 1.00 0. 00 H 

20 ATOM 1354 HE ARGA 92137.299 -8.953 5.792 1.00 0. 00 H 

ATOM 1355 1HH1 ARG A 92139.436 -11.610 6.536 1.00 0. 00 H 

ATOM 1356 2HH1 ARG A 92138.402 -12.804 5.826 1.00 0. 00 H 

ATOM 1357 1HH2 ARG A 92135.937 -10.522 4.858 1.00 0. 00 H 

ATOM 1358 2HH2 ARG A 92136.416 -12.187 4.873 1.00 0. 00 H 

25 ATOM 1359 N PHE A 93136.868 -5.358 9.825 1.00 0. 00 N 

ATOM 1360 CA PHE A 93136.517 -4.988 11.192 1.00 0. 00 C 

ATOM 1361 C PHE A 93135.373 -3.979 11.206 1.00 0. 00 C 

ATOM 1362 0 PHE A 93135.331 -3.085 12.051 1.00 0.00 0 

ATOM 1363 CB PHE A 93137.733 -4.406 11.914 1.00 0. 00 C 
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ATOM 1364 CG PHE A 93138.849 -5.395 12.101 1.00 0. 00 C 

ATOM 1365 CD 1 PHE A 93139.524 -5.913 11.008 1.00 0. 00 C 

ATOM 1366 CD2 PHE A 93139.223 -5.804 13.372 1.00 0. 00 C 

ATOM 1367 CE1 PHE A 93140.552 -6.822 11.178 1.00 0. 00 C 

5 ATOM 1368 CE2 PHE A 93140.248 -6.713 13.547 1.00 0. 00 C 

ATOM 1369 CZ PHE A 93140.913 -7.223 12.449 1.00 0. 00 C 

ATOM 1370 H PHE A 93136.994 -4.652 9.157 1.00 0. 00 H 

ATOM 1371 HA PHE A 93136.199 -5.882 11.705 1.00 0. 00 H 

ATOM 1372 1HB PHE A 93138.119 -3.576 11.342 1.00 0. 00 H 

10 ATOM 1373 2HB PHE A 93137.431 -4.056 12.889 1.00 0. 00 H 

ATOM 1374 HD1 PHE A 93139.242 -5.600 10.014 1.00 0. 00 H 

ATOM 1375 HD2 PHE A 93138.702 -5.407 14.231 1.00 0. 00 H 

ATOM 1376 HE 1 PHE A 93141.070 -7.219 10.317 1.00 0. 00 H 

ATOM 1377 HE2 PHE A 93140.529 -7.025 14.542 1.00 0. 00 H 

15 ATOM 1378 HZ PHE A 93141.716 -7.934 12.584 1.00 0. 00 H 

ATOM 1379 N ALA A 94134.446 -4.128 10.266 1.00 0. 00 N 

ATOM 1380 CA ALA A 94133.302 -3.230 10.171 1.00 0. 00 C 

ATOM 1381 C ALA A 94132.101 -3.789 10.924 1.00 0. 00 C 

ATOM 1382 0 ALA A 94131.718 -4.944 10.733 1.00 0.00 0 

20 ATOM 1383 CB ALA A 94132.944 -2.982 8.713 1.00 0. 00 C 

ATOM 1384 H ALA A 94134. 534 -4. 860 9. 620 1. 00 0. 00 H 

ATOM 1385 HA ALA A 94133.583 -2.285 10.613 1.00 0. 00 H 

ATOM 1386 1HB ALA A 94132. 185 -3. 686 8. 404 1. 00 0. 00 H 

ATOM 1387 2HB ALA A 94133.824 -3.111 8.100 1.00 0. 00 H 

25 ATOM 1388 3HB ALA A 94132. 570 -1. 976 8. 600 1. 00 0. 00 H 

ATOM 1389 N SERA 95131.509 -2.964 11.783 1.00 0. 00 N 

ATOM 1390 CA SERA 95130.351 -3.376 12.566 1.00 0. 00 C 

ATOM 1391 C SERA 95129.056 -3.097 11.811 1.00 0. 00 C 

ATOM 1392 0 SERA 95128.835 -1.988 11.325 1.00 0.00 0 
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95129. 901 
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13. 169 


1. 00 
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96128. 201 


-4. Ill 
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1. 00 


0. 00 N 
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CA 
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96126. 927 


-3. 976 


11. 022 


1. 00 


0.00 C 
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1402 
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LEU A 


96125. 985 


-5. 119 


11. 386 


1. 00 


0. 00 c 


ATOM 


1403 
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96126. 309 


-6. 290 


11. 190 


1. 00 


0. 00 0 
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1404 
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LEU A 


96127. 150 


-3. 939 


9. 507 


1. 00 


0. 00 c 
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1405 
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LEU A 


96127. 031 


-2. 553 


8. 870 


1. 00 
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96126. 478 


-3. 044 
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1410 
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LEU A 


96128. 137 


-4. 324 


9. 301 


1. 00 
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9. 040 
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96127. 339 
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12. 715 1. 00 0. 00 0 

13.814 1.00 0.00 C 

14. 657 1. 00 0. 00 C 

16. 100 1. 00 0. 00 t 

16. 527 1. 00 0. 00 0 

16. 858 1. 00 0. 00 N 

12. 052 1. 00 0. 00 H 

11. 777 1. 00 0. 00 H 

14. 122 1. 00 0. 00 H 

14. 007 1. 00 0. 00 H 

14. 640 1. 00 0. 00 H 

14. 231 1. 00 0. 00 H 

16. 450 1. 00 0. 00 H 

17. 794 1. 00' 0. 00 H 
10. 780 1. 00 0. 00 N 

10. 327 1. 00 0. 00 C 

11. 395 1. 00 0. 00 C 

11. 436 1. 00 0. 00 0 

9. 121 1. 00 0. 00 C 

8. 604 1. 00 0. 00 C 

9. 805 1. 00 0. 00 C 

10. 012 1. 00 0. 00 H 

9. 441 1. 00 0. 00 H 
8. 386 1. 00 0. 00 H 

8. 105 1. 00 0. 00 H 
7. 922 1. 00 0. 00 H 

10. 184 1. 00 0. 00 H 

9. 557 1. 00 0. 00 H 

12. 257 1. 00 0. 00 N 
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ATOM 1451 CA SERA 99118.818 -6.903 13.328 1.00 0. 00 C 

ATOM 1452 C SERA 99119.407 -6.553 14.690 1.00 0. 00 C 

ATOM 1453 0 SER A 99120. 557 -6. 884 14. 983 1. 00 0. 00 0 

ATOM 1454 CB SERA 99118.462 -8.390 13.279 1.00 0. 00 C 

5 ATOM 1455 OG SERA 99118.677 -8.924 11.984 1.00 0.00 0 

ATOM 1456 H SERA 99120.583 -7.081 12.174 1.00 0. 00 H 

ATOM 1457 HA SERA 99117.920 -6.322 13.178 1.00 0. 00 H 

ATOM 1458 1HB SERA 99119.079 -8.929 13.983 1.00 0. 00 H 

ATOM 1459 2HB SERA 99117.422 -8.518 13.540 1.00 0. 00 H 

10 ATOM 1460 HG SERA 99119.277 -9.671 12.041 1.00 0. 00 H 

ATOM 1461 N GLY A 100118. 614 -5.885 15.520 1.00 0. 00 N 

ATOM 1462 CA GLY A 1001 19. 076 -5.501 16.842 1.00 0. 00 C 

ATOM 1463 C GLY A 100118. 068 -5.831 17.927 1.00 0. 00 C 

ATOM 1464 0 GLY A 100116. 862 -5.824 17.680 1.00 0.00 0 

15 ATOM 1465 H GLY A 100117. 707 -5.647 15.233 1.00 0. 00 H 

ATOM 1466 1HA GLY A 100119. 999 -6.020 17.052 1.00 0. 00 H 

ATOM 1467 2HA GLY A 100119. 262 -4.437 16.850 1.00 0. 00 H 

ATOM 1468 N PRO A 101118. 536 -6.127 19.153 1.00 0. 00 N 

ATOM 1469 CA PRO A 101 117. 654 -6.460 20.276 1.00 0. 00 C 

20 ATOM 1470 C PRO A 101116. 891 -5.245 20.792 1.00 0. 00 C 

ATOM 1471 0 PRO A 101117. 052 -4.840 21.944 1.00 0.00 0 

ATOM 1472 CB PRO A 101 118. 620 -6.980 21.341 1.00 0. 00 C 

ATOM 1473 CG PRO A 101119. 916 -6.311 21.034 1.00 0. 00 C 

ATOM 1474 CD PRO A 101119. 960 -6.160 19.538 1.00 0. 00 C 

25 ATOM 1475 HA PRO A 101116. 954 -7.238 20.010 1.00 0. 00 H 

ATOM 1476 1HB PRO A 101118. 258 -6.710 22.322 1.00 0. 00 H 

ATOM 1477 2HB PRO A 101118. 705 -8.054 21.263 1.00 0. 00 H 

ATOM 1478 1HG PRO A 101119. 950 -5.343 21.511 1.00 0. 00 H 

ATOM 1479 2HG PRO A 101120. 736 -6.926 21.373 1.00 0. 00 H 
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A 101120. 453 -5.238 19.267 1.00 0. 00 H 

A 101120. 461 -7.003 19.088 1.00 0. 00 H 

SER A 102116. 057 -4.667 19.933 1.00 0. 00 N 

A 102115. 268 -3.498 20.303 1.00 0. 00 C 

SER A 102113. 913 -3.913 20.867 1.00 0. 00 C 

SER A 102113. 606 -3.648 22.030 1.00 0.00 0 

[A 102115. 071 -2.585 19.091 1.00 0. 00 C 

I A 102114. 531 -1.334 19.478 1.00 0.00 0 

SER A 102115. 971 -5.036 19.029 1.00 0. 00 H 

SER A 102115. 812 -2.959 21.064 1.00 0. 00 H 

SER A 102116. 024 -2.418 18.611 1.00 0. 00 H 

SER A 102114. 394 -3.057 18.394 1.00 0. 00 H 

SER A 102115. 179 -0.642 19.319 1.00 0. 00 H 

SER A 103113. 105 -4.563 20.036 1.00 0. 00 N 

SER A 103111. 783 -5.015 20.452 1.00 0. 00 C 

SER A 103111. 266 -6.112 19.527 1.00 0. 00 C 

SER A 103111. 769 -6.290 18.418 1.00 0.00 0 

SER A 103110. 802 -3.840 20.466 1.00 0. 00 C 

SER A 103111. 343 -2.733 21.164 1.00 0.00 0 

SER A 103113. 407 -4.745 19.121 1.00 0. 00 H 

SER A 103111. 868 -5.413 21.452 1.00 0. 00 H 

SER A 103110. 587 -3.541 19.452 1.00 0. 00 H 

SER A 103109. 887 -4.146 20.952 1.00 0. 00 H 

SER A 103111. 681 -3.022 22.014 1.00 0. 00 H 

GLY A 104110. 261 -6.846 19.992 1.00 0. 00 N 

GLY A 104109. 694 -7. 916 19. 194 1. 00 0. 00 C 

GLY A 104108. 344 -8.374 19.712 1.00 0. 00 C 

GLY A 104108. 159 -9. 597 19. 890 1, 00 0. 00 0 

GLY A 104107.472 -7.510 19.941 1.00 0.00 0 
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ATOM 1509 H GLY A 104109. 901 -6.658 20.885 1.00 0. 00 H 

ATOM 1510 1HA GLY A 104109. 578 -7.571 18.178 1.00 0. 00 H 

ATOM 1511 2HA GLY A 104110. 373 -8.756 19.203 1.00 0. 00 H 

TER 1512 GLY A 104 
5 ENDMDL 



&#m&&e& 6 

ATOM IN GLY A 
ATOM 2 CA GLY A 
10 ATOM 3 C GLY A 
ATOM 4 0 GLY A 
ATOM 5 1H GLY A 
ATOM 6 2H GLY A 
ATOM 7 3H GLY A 
15 ATOM 8 1HA GLY A 
ATOM 9 2HA GLY A 
ATOM10 N SER A 
ATOM11 CA SER A 
AT0M12 C SER A 
20 AT0M13 0 SER A 
AT0M14 CB SER A 
ATOM 15 OG SER A 
ATOM 16 H SER A 
ATOM 17 HA SER A 
25 AT0M18 1HB SER A 
AT0M19 2HB SER A 
AT0M20 HG SER A 
AT0M21 N SER A 
AT0M22 CA SER A 



1112.318 9.750 

1111.240 9.201 

1110.691 7.886 

1109.480 7.663 

1113.178 9.172 

1112.012 9.746 

1112.539 10. 727 

1110.435 9.918 

1111. 637 ' 9. 047 

2111.584 7.013 

2111.182 5.712 

2112.008 5.342 

2111.463 4.944 

2111.337 4.636 

2110.409 4.831 

2112.534 7.249 

2110. 143 5. 776 

2112.337 4.677 

2111.166 3.664 

2109. 545 5. 031 

3113.325 5.477 

3114.226 5.157 



-2. 270 1. 00 0. 00 N 

-3. 139 1. 00 0. 00 C 

-2. 623 1. 00 0. 00 C 

-2. 635 1. 00 0. 00 0 

-2. 358 1. 00 0. 00 H 

-1. 276 1. 00 0. 00 H 

-2. 549 1. 00 0. 00 H 

-3. 192 1. 00 0. 00 H 

-4. 132 1. 00 0. 00 H 

-2. 167 1. 00 0. 00 N 

-1. 643 1. 00 0. 00 C 

-0.415 1.00 0.00 C 

0. 615 1. 00 0. 00 0 

-2. 718 1. 00 0.00 C 

-3. 772 1. 00 0. 00 0 

-2. 182 1. 00 0. 00 H 

-1. 357 1. 00 0. 00 H 

-3. 125 1. 00 0. 00 H 

-2. 280 . 1. 00 0. 00 H 

-3. 405 1. 00 0. 00 H 

-0. 531 1. 00 0. 00 N 

0. 571 1. 00 0. 00 C 
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1. 530 1. 00 0. 00 C 

2. 713 1. 00 0. 00 0 

0. 033 1. 00 0. 00 C 
■0. 692 1. 00 0. 00 0 
•1. 377 1. 00 0. 00 H 

1. 105 1. 00 0. 00 H 

0. 859 1. 00 0. 00 H 
-0. 623 1. 00 0. 00 H 
-0. 460 1. 00 0. 00 H 

1. 009 1. 00 0. 00 N 

1. 833 1. 00 0. 00 C 

2. 765 1. 00 0. 00 C 

3. 863 1. 00 0. 00 0 

0. 060 1. 00 0. 00 H 
1.190 1.00 0. 00 H 
2. 424 1. 00 0. 00 H 

2. 326 1. 00 0. 00 N 

3. 127 1. 00 0. 00 C 

3. 092 1. 00 0. 00 C 
2. 066 1. 00 0. 00 0 

2. 623 1. 00 0. 00 C 

1. 244 1. 00 0. 00 0 
1.441 1.00 0. 00 H 

4. 147 1. 00 0. 00 H 

3. 173 1. 00 0. 00 H 

2. 774 1. 00 0. 00 H 
1. 070 1. 00 0. 00 H 
4.219 1.00 0.00 N 

4. 317 1. 00 0. 00 C 
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AT0M52 C SERA 6121.965 11.832 4.834 1.00 0. 00 C 

AT0M53 0 SERA 6122.531 12.701 5.498 1.00 0.00 0 

AT0M54 CB SERA 6119.794 13.006 5.238 1.00 0. 00 C 

AT0M55 OG SERA 6118.457 13.187 4.805 1.00 0.00 0 

5 AT0M56 H SERA 6119.789 10.190 5.003 1.00 0. 00 H 

AT0M57 HA SERA 6120.597 12.473 3.327 1.00 0. 00 H 

AT0M58 1HB SERA 6119.782 12.606 6.240 1.00 0. 00 H 

AT0M59 2HB SERA 6120.292 13.964 5.238 1.00 0. 00 H 

AT0M60 HG SERA 6118.443 13.319 3.854 1.00 0. 00 H 

10 AT0M61 N GLY A 7122.535 10.671 4.527 1.00 0. 00 N 

AT0M62 CA GLY A 7123.883 10.367 4.969 1.00 0. 00 C 

AT0M63 C GLY A 7124.017 8.950 5.488 1.00 0. 00 C 

AT0M64 0 GLY A 7123.400 8.587 6.490 1.00 0.00 0 

AT0M65 H GLY A 7122.036 10.016 3.995 1.00 0. 00 H 

15 AT0M66 1HA GLY A 7124.561 10.500 4.139 1.00 0. 00 H 

AT0M67 2HA GLY A 7124.155 11.054 5.756 1.00 0. 00 H 

AT0M68 N LEU A 8124.825 8.144 4.805 1.00 0. 00 N 

AT0M69 CA LEU A 8125.038 6.758 5.203 1.00 0. 00 C 

AT0M70 C LEU A 8126.306 6.621 6.038 1.00 0. 00 C 

20 AT0M71 0 LEU A 8126.247 6.510 7.263 1.00 0.00 0 

AT0M72 CB LEU A 8125.123 5.858 3.969 1.00 0. 00 C 

AT0M73 CG LEU A 8123. 782 5. 319 3. 467 1. 00 0. 00 C 

AT0M74 CD 1 LEU A 8123.953 4.629 2.123 1.00 0. 00 C 

AT0M75 CD2 LEU A 8123.178 4.364 4.486 1.00 0. 00 C 

25 AT0M76 H LEU A 8125.289 8.492 4.014 1.00 0. 00 H 

AT0M77 HA LEU A 8124.196 6.453 5.801 1.00 0. 00 H 

AT0M78 1HB LEU A 8125.583 6.421 3.169 1.00 0. 00 H 

AT0M79 2HB LEU A 8125.757 5.017 4.205 1.00 0. 00 H 

AT0M80 HG LEU A 8123.097 6.144 3.333 1.00 0. 00 H 
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AT0M81 1HD1 LEU A 8123.170 3.896 1.992 1.00 0. 00 H 
AT0M82 2HD1 LEU A 8124.915 4.140 2.089 1.00 0. 00 H 
AT0M83 3HD1 LEU A 8123.893 5.362 1.331 1.00 0. 00 H 
AT0M84 1HD2 LEU A 8123.006 4.890 5.414 1.00 0. 00 H 
5 AT0M85 2HD2 LEU A 8123.859 3.544 4.658 1.00 0. 00 H 
AT0M86 3HD2 LEU A 8122.241 3.982 4.110 1.00 0. 00 H 
AT0M87 N ALA A 9127.450 6.628 5.367 1.00 0. 00 N 
AT0M88 CA ALA A 9128.735 6.505 6.044 1.00 0. 00 C 
AT0M89 C ALA A 9129.891 6.773 5.085 1.00 0. 00 C 
10 AT0M90 0 ALA A 9130.601 5.854 4.679 1.00 0.00 0 
AT0M91 CB ALA A 9128.872 5.123 6.665 1.00 0. 00 C 
AT0M92 H ALA A 9127.429 6.720 4.392 1.00 0. 00 H 
AT0M93 HA ALA A 9128.764 7.235 6.839 1.00 0. 00 H 
AT0M94 1HB ALA A 9127.891 4.724 6.876 1.00 0. 00 H 
15 AT0M95 2HB ALA A 9129.436 5.195 7.583 1.00 0. 00 H 
AT0M96 3HB ALA A 9129.387 4.468 5.978 1.00 0. 00 H 
AT0M97 N MET A 10130.074 8.041 4.727 1.00 0. 00 N 
AT0M98 CA MET A 10131.144 8.429 3.816 1.00 0. 00 C 
AT0M99 C MET A 10131.191 9.946 3.646 1.00 0. 00 C 
20 ATOM 100 0 MET A 10130.954 10.465 2.554 1.00 0.00 0 
ATOM 101 CB MET A 10130.955 7.754 2.457 1.00 0. 00 C 
ATOM 102 CG MET A 10129.539 7.863 1.913 1.00 0. 00 C 
ATOM 103 SD MET A 10129.407 9.023 0.539 1.00 0. 00 S 
ATOM 104 CE MET A 10129. 163 7. 897 -0. 833 1. 00 0. 00 C 
25 ATOM 105 H MET A 10129.476 8.729 5.084 1.00 0. 00 H 
ATOM 106 HA MET A 10132.078 8.099 4.245 1.00 0. 00 H 
ATOM 107 1HB MET A 10131.628 8.210 1.746 1.00 0. 00 H 
ATOM 108 2HB MET A 10131.202 6.707 2.551 1.00 0. 00 H 
ATOM 109 1HG MET A 10129.223 6.888 1.573 1.00 0. 00 H 
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ATOM 110 2HG MET A 10128.887 8.193 2.709 1.00 0. 00 H 

ATOM 111 1HE MET A 10130.124 7.587 -1.218 1.00 0. 00 H 

ATOM 112 2HE MET A 10128.607 8.395 -1.613 1.00 0. 00 H 

ATOM 113 3HE MET A 10128.615 7.031 -0.494 1.00 0. 00 H 

5 ATOM 114 N PROA 11131.502 10.682 4.727 1.00 0. 00 N 

ATOM 115 CA PROA 11131.579 12.145 4.688 1.00 0. 00 C 

ATOM 116 C PROA 11132.593 12.645 3.660 1.00 0. 00 C 

ATOM 117 0 PROA 11132.293 13.544 2.875 1.00 0.00 0 

ATOM 118 CB PROA 11132.019 12.534 6.104 1.00 0. 00 C 

10 ATOM 119 CG PROA 11131.698 1 1.352 6.955 1.00 0. 00 C 

ATOM 120 CD PROA 11131.801 10.145 6.065 1.00 0. 00 C 

ATOM 121 HA PROA 11130.615 12.582 4.476 1.00 0. 00 H 

ATOM 122 1HB PROA 11133.076 12.749 6.109 1.00 0. 00 H 

ATOM 123 2HB PROA 11131.469 13.407 6.424 1.00 0. 00 H 

15 ATOM 124 1HG PROA 11132.411 11.280 7.761 1.00 0. 00 H 

ATOM 125 2HG PROA 11130.696 11.444 7.348 1.00 0. 00 H 

ATOM 126 1HD PROA 11132.798 9.733 6.102 1.00 0. 00 H 

ATOM 127 2HD PROA 11131.072 9.402 6.353 1.00 0. 00 H 

ATOM 128 N PROA 12133.809 12.066 3.642 1.00 0. 00 N 

20 ATOM 129 CA PROA 12134.853 12.465 2.692 1.00 0. 00 C 

ATOM 130 C PROA 12134.377 12.375 1.247 1.00 0. 00 C 

ATOM 131 0 PROA 12134.926 13.028 0.359 1.00 0.00 0 

ATOM 132 CB PROA 12135.981 11.461 2.945 1.00 0. 00 C 

ATOM 133 CG PROA 12135.751 10.969 4.331 1.00 0. 00 C 

25 ATOM 134 CD PROA 12134.262 10.980 4.532 1.00 0. 00 C 

ATOM 135 HA PROA 12135.206 13.467 2.892 1.00 0. 00 H 

ATOM 136 1HB PROA 12135.918 10.658 2.225 1.00 0. 00 H 

ATOM 137 2HB PROA 12136.935 11.957 2.856 1:00 0. 00 H 

ATOM 138 1HG PROA 12136.135 9.965 4.434 1.00 0. 00 H 
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ATOM 139 2HG PRO A 12136.229 11.629 5.040 1.00 0. 00 H 

ATOM 140 1HD PROA 12133.834 10.034 4.236 1.00 0. 00 H 

ATOM 141 2HD PROA 12134.023 11.198 5.561 1.00 0. 00 H 

ATOM 142 N GLY A 13133.351 11.559 1.017 1.00 0. 00 N 

5 ATOM 143 CA GLY A 13132.818 11.397 -0.322 1.00 0. 00 C 

ATOM 144 C GLY A 13133.068 10.012 -0.886 1.00 0. 00 C 

ATOM 145 0 GLY A 13132.330 9.545 -1.754 1.00 0.00 0 

ATOM 146 H GLY A 13132.954 11.064 1.765 1.00 0. 00 H 

• ATOM 147 1HA GLY A 13131.753 11.577 -0.298 1.00 0. 00 H 

10 ATOM 148 2HA GLY A 13133.278 12.127 -0.972 1.00 0. 00 H 

ATOM 149 N ASN A 14134.112 9.353 -0.393 1.00 0. 00 N 

ATOM 150 CA ASN A 14134. 459 8. 014 -0. 854 1. 00 0. 00 C 

ATOM 151 C ASN A 14133. 299 7. 045 -0. 640 1. 00 0. 00 C 

ATOM 152 0 ASN A 14132. 195 7. 453 -0. 284 1. 00 0. 00 0 

15 ATOM 153 CB ASN A 14135.703 7.506 -0.122 1.00 0. 00 C 

ATOM 154 CG ASN A 14136.823 8.529 -0.108 1.00 0. 00 C 

ATOM 155 0D1 ASN A 14136.609 9.697 0.216 1.00 0.00 0 

ATOM 156 ND2 ASN A 14138.026 8.093 -0.460 1.00 0. 00 N 

ATOM 157 H ASN A 14134. 664 9. 778 0. 297 1. 00 0. 00 H 

20 ATOM 158 HA ASN A 14134.672 8.072 -1.911 1.00 0. 00 H 

ATOM 159 1HB ASN A 14135.442 7.272 0.899 1.00 0. 00 H 

ATOM 160 2HB ASN A 14136.062 6.613 -0.612 1.00 0. 00 H 

ATOM 161 1HD2 ASN A 14138.123 7.149 -0.706 1.00 0. 00 H 

ATOM 162 2HD2 ASN A 14138. 769 8. 733 -0. 460 1. 00 0. 00 H 

25 ATOM 163 N SERA 15133.559 5.761 -0.861 1.00 0. 00 N 

ATOM 164 CA SERA 15132.538 4.734 -0.693 1.00 0. 00 C 

ATOM 165 C SERA 15132.234 4.506 0.785 1.00 0. 00 C 
ATOM 166 0 SERA 15131.163 4.867 1.271 1.00 0.00 0 
ATOM 167 CB SERA 15132.989 3.423 -1.341 1.00 0. 00 C 
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168 OG SERA 15132.025 

169 H SERA 15134.460 

170 HA SERA 15131.639 

171 1HB SER A 15133. 130 

172 2HB SER A 15133. 921 

173 HG SERA 15132.121 

174 N HIS A 16133. 184 

175 CA HIS A 16133. 019 

176 C HIS A 16133.864 

177 0 HIS A 16133.441 

178 CB HIS A 16133.401 

179 CG HIS A 16132. 222 

180 ND1 HIS A 16131.448 

181 CD2 HIS A 16131. 686 

182 CE1 HIS A 16130.487 

183 NE2 HIS A 16130. 610 

184 H HIS A 16134. 016 

185 HA HIS A 16131.978 

186 1HB HIS A 16134. 024 

187 2HB HIS A 16133. 953 

188 HD1 HIS A 16131. 582 

189 HD2 HIS A 16132. 040 

190 HE1 HIS A 16129. 730 

191 HE2 HIS A 16129.981 

192 N GLY A 17135. 063 

193 CA GLY A 17135.949 

194 C GLY A 17137.401 

195 0 GLY A 17138. 064 

196 H GLY A 17135.348 
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2. 403 -1. 154 1. 00 0. 00 0 
5. 496 -1. 144 1. 00 0. 00 H 
5. 077 -1. 184 1. 00 0. 00 H 

3. 578 -2. 400 1. 00 0. 00 H 
3. 108 -0. 896 1. 00 0. 00 H 

2. 027 -0. 276 1. 00 0. 00 H 

3. 902 1. 492 1. 00 0. 00 N 
3.626 2.914 .1.00 0.00 C 

4. 578 3. 754 1. 00 0. 00 C 

5. 026 4. 820 1. 00 0. 00 0 

2. 176 3.221 1.00 0.00 C 
1. 262 3. 354 1. 00 0. 00 C 
1. 193 4. 493 1. 00 0. 00 N 
0. 375 2. 482 1. 00 0. 00 C 

0. 303 4. 316 1. 00 0. 00 C 
-0. 207 3. 104 1. 00 0. 00 N 

3. 638 1. 047 1. 00 0. 00 H 
3.775 3. 162 1.00 0.00 H 

1. 800 2. 424 1. 00 0. 00 H 

2. 144 4. 149 1. 00 0. 00 H 
1. 718 5. 309 1. 00 0. 00 H 
0.165 1.482 1.00 0. 00 H 
0. 038 5. 039 1. 00 0. 00 H 

-0. 833 2. 688 1. 00 0. 00 H 

4. 882 3. 267 1. 00 0. 00 N 

5. 778 3. 985 1. 00 0. 00 C 
5.349 3.901 1.00 0.00 C 
5. 173 4. 923 1. 00 0. 00 0 
4.495 2.413 1. 00 0.00 H 
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3. 570 1. 00 0. 00 H 

5. 024 1. 00 0. 00 H 

2. 678 1. 00 0. 00 N 

2. 465 1. 00 0. 00 C 

2. 888 1. 00 0. 00 C 

2. 136 1. 00 0. 00 0 , 
0. 994 1. 00 0. 00 C 
0. 398 1. 00 0. 00 C 
-1. 120 1. 00 0. 00 C 

0. 844 1. 00 0. 00 C 

1. 903 1. 00 0. 00 H 

3. 070 1. 00 0. 00 H 
0. 417 1. 00 0. 00 H 
0. 900 1. 00 0. 00 H 
0. 751 1. 00 0. 00 H 

-1. 421 1. 00 0. 00 H 

-1. 485 1. 00 0. 00 H 

-1. 530 1. 00 0. 00 H 

0. 254 1. 00 0. 00 H 

0. 709 1. 00 0. 00 H 

1. 887 1. 00 0. 00 H 

4. 096 1. 00 0. 00 N 

4. 621 1. 00 0. 00 C 
5.452 1.00 0.00 C 

5. 622 1. 00 0. 00 0 
5.467 1.00 0.00 C 

6. 645 1. 00 0. 00 C 
7. 625 1.00 0.00 C 

7. 928 1. 00 0. 00 0 
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226 0E2 GLU A 19138. 599 8. 123 8. 091 1. 00 0. 00 0 

227 H GLU A 19140.544 4.976 4.650 1.00 0. 00 H 

228 HA GLU A 19142. 184 7. 230 3. 779 1. 00 0. 00 H 

229 1HB GLU A 19141. 702 8. 483 5. 849 1. 00 0. 00 H 

230 2HB GLU A 19140.274 8.291 4.841 1.00 0. 00 H 

231 1HG GLU A 19139.375 6.635 6.272 1.00 0. 00 H 

232 2HG GLU A 19140.888 6.490 7.164 1.00 0. 00 H 

233 N YAL A 20143. 732 6. 865 5. 969 1. 00 0. 00 N 

234 CA VAL A 20144. 825 6. 349 6. 785 1. 00 0. 00 C 

235 C VAL A 20144. 297 5. 620 8. 015 1. 00 0. 00 C 

236 0 VAL A 20143.530 6.181 8.799 1.00 0.00 0 

237 CB VAL A 20145.770 7.479 7.235 1.00 0. 00 C 

238 CGI VAL A 20146. 993 6. 908 7. 939 1. 00 0. 00 C 

239 CG2 VAL A 20146. 181 8. 337 6. 049 1. 00 0. 00 C 

240 H VAL A 20143.678 7.829 5.798 1.00 0. 00 H 

241 HA VAL A 20145.391 5.654 6.182 1.00 0. 00 H 

242 HB VAL A 20145.240 8.105 7.938 1.00 0. 00 H 

243 1HG1 VAL A 20146.795 6.830 8.997 1.00 0. 00 H 

244 2HG1 VAL A 20147.838 7.559 7.777 1.00 0. 00 H 

245 3HG1 VAL A 20147.211 5.928 7.540 1.00 0. 00 H 

246 1HG2 VAL A 20145.398 9.046 5.828 1.00 0. 00 H 

247 2HG2 VAL A 20146. 348 7. 705 5. 189 1. 00 0. 00 H 

248 3HG2 VAL A 20147.091 8.868 6.287 1.00 0. 00 H 

249 N GLY A 21144.711 4.369 8.179 1.00 0. 00 N 

250 CA GLY A 21144.269 3.583 9.316 1.00 0. 00 C 

251 C GLY A 21143.228 2.548 8.939 1.00 0. 00 C 

252 0 GLY A 21143.210 1.447 9.489 1.00 0.00 0 

253 H GLY A 21145.322 3.975 7.522 1.00 0. 00 H 

254 1HA GLY A 21145.123 3.080 9.745 1.00 0. 00 H 
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ATOM 255 2HA GLY A 21143.847 4.248 10.056 1.00 0. 00 H 

ATOM 256 N SERA 22142.359 2.901 7.997 1.00 0. 00 N 

ATOM 257 CA SERA 22141.310 1.995 7.546 1.00 0. 00 C 

ATOM 258 C SERA 22141.877 0.922 6.622 1.00 0. 00 C 

5 ATOM 259 0 SERA 22142.764 1.192 5.812 1.00 0.00 0 

ATOM 260 CB SERA 22140.208 2.774 6.826 1.00 0. 00 C 

ATOM 261 OG SERA 22139.268 3.299 7.747 1.00 0.00 0 

ATOM 262 H SERA 22142.425 3.793 7.596 1.00 0. 00 H 

ATOM 263 HA SERA 22140.889 1.516 8.417 1.00 0. 00 H 

10 ATOM 264 1HB SERA 22140.649 3.592 6.276 1.00 0. 00 H 

ATOM 265 2HB SER A 22139. 694 2. 116 6. 141 1. 00 0. 00 H 

ATOM 266 HG SERA 22138.475 3.569 7.277 1.00 0. 00 H 

ATOM 267 N LEU A 23141.359 -0.295 6.749 1.00 0. 00 N 

ATOM 268 CA LEU A 23141.815 -1.410 5.924 1.00 0. 00 C 

15 ATOM 269 C LEU A 23141.296 -1.278 4.496 1.00 0. 00 C 

ATOM 270 0 LEU A 23140.234 -0.702 4.261 1.00 0.00 0 

ATOM 271 CB LEU A 23141.353 -2.738 6.526 1.00 0. 00 C 

ATOM 272 CG LEU A 23141.931 -3.059 7.905 1.00 0. 00 C 

ATOM 273 CD1 LEU A 23140. 954 -3. 903 8. 709 1. 00 0. 00 C 

20 ATOM 274 CD2 LEU A 23143. 268 -3. 773 7. 769 1. 00 0. 00 C 

ATOM 275 H LEU A 23140.655 -0.449 7.412 1.00 0. 00 H 

ATOM 276 HA LEU A 23142. 894 -1. 388 5. 907 1. 00 0. 00 H 

ATOM 277 1HB LEU A 23140. 276 -2. 718 6. 605 1. 00 0. 00 H 

ATOM 278 2HB LEU A 23141.633 -3.531 5.850 1.00 0. 00 H 

25 ATOM 279 HG LEU A 23142.096 -2.137 8.443 1.00 0. 00 H 

ATOM 280 1HD1 LEU A 23140.921 -4.902 8.302 1.00 0. 00 H 

ATOM 281 2HD1 LEU A 23139.970 -3.460 8.659 1.00 0. 00 H 

ATOM 282 3HD1 LEU A 23141.277 -3.944 9.739 1.00 0. 00 H 

ATOM 283 1HD2 LEU A 23143.908 -3.500 8.594 1.00 0. 00 H 
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ATOM 284 2HD2 LEU A 23143.736 -3.485 6.840 1.00 0. 00 H 

ATOM 285 3HD2 LEU A 23143.107 -4.841 7.776 1.00 0. 00 H 

ATOM 286 N ALA A 24142.055 -1.814 3.546 1.00 0. 00 N 

ATOM 287 CA ' ALA A 24141.672 -1.757 2.140 1.00 0. 00 C 

5 ATOM 288 C ALA A 24142. 245 -2. 941 1. 367 1. 00 0. 00 C 

ATOM 289 0 ALA A 24143. 206 -3. 573 1. 804 1. 00 0. 00 0 

ATOM 290 CB ALA A 24142.135 -0.447 1.520 1.00 0. 00 C 

ATOM 291 H ALA A 24142.890 -2.260 3.795 1.00 0. 00 H 

ATOM 292 HA ALA A 24140.593 -1.793 2.086 1.00 0. 00 H 

10 ATOM 293 1HB ALA A 24143. 026 -0. 105 2. 025 1. 00 0. 00 H 

ATOM 294 2HB ALA A 24141.356 0.295 1.623 1.00 0. 00 H 

ATOM 295 3HB ALA A 24142. 350 -0. 601 0. 473 1. 00 0. 00 H 

ATOM 296 N GLU A 25141.647 -3.236 0.217 1.00 0. 00 N 

ATOM 297 CA GLU A 25142.098 -4.344 -0.617 1.00 0. 00 C 

15 ATOM 298 C GLU A 25142.441 -3.863 -2.023 1.00 0. 00 C 

ATOM 299 0 GLU A 25141.810 -2.945 -2.547 1.00 0.00 0 

ATOM 300 CB GLU A 25141.023 -5.430 -0.684 1.00 0. 00 C 

ATOM 301 CG GLU A 25141.523 -6.747 -1.252 1.00 0. 00 C 

ATOM 302 CD GLU A 25140.399 -7.623 -1.770 1.00 0. 00 C 

20 ATOM 303 0E1 GLU A 25140.407 -7.947 -2.976 1.00 0.00 0 

ATOM 304 0E2 GLU A 25139.511 -7.986 -0.970 1.00 0.00 0 

ATOM 305 H GLU A 25140.885 -2.695 -0.079 1.00 0. 00 fl 

ATOM 306 HA GLU A 25142.987 -4.758 -0.164 1.00 0. 00 H 

ATOM 307 1HB GLU A 25140.646 -5.611 0.311 1.00 0. 00 H 

25 ATOM 308 2HB GLU A 25140.212 -5.078 -1.306 1.00 0. 00 H 

ATOM 309 1HG GLU A 25142.200 -6.540 -2.066 1.00 0. 00 H 

ATOM 310 2HG GLU A 25142.048 -7.283 -0.475 1.00 0. 00 H 

ATOM 311 N VAL A 26143.445 -4.489 -2.629 1.00 0. 00 N 

ATOM 312 CA VAL A 26143.872 -4.124 -3.974 1.00 0. 00 C 
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313 C VAL A 26143.444 -5.178 -4.990 1.00 0. 00 C 

314 0 VAL A 26143.415 -6.370 -4.688 1.00 0.00 0 

315 CB VAL A 26145.399 -3.944 -4.051 1.00 0. 00 C 

316 CGI VAL A 26145.804 -3.375 -5.401 1.00 0. 00 C 

317 CG2 VAL A 26145.890 -3.054 -2.919 1.00 0. 00 C 

318 H VAL A 26143.910 -5.212 -2.160 1.00 0. 00 H 

319 HA VAL A 26143.406 -3.183 -4.229 1.00 0. 00 H 

320 HB VAL A 26145.861 -4.915 -3.942 1.00 0. 00 H 

321 1HG1 VAL A 26146.882 -3.336 -5.467 1.00 0. 00 H 

322 2HG1 VAL A 26145. 401 -2. 378 -5. 506 1. 00 0. 00 H 

323 3HG1 VAL A 26145.418 -4.005 -6.188 1.00 0. 00 H 

324 1HG2 VAL A 26145.976 -3.637 -2.013 1.00 0. 00 H 

325 2HG2 VAL A 26145.186 -2.250 -2.763 1.00 0. 00 H 

326 3HG2 VAL A 26146.855 -2.643 -3.175 1.00 0. 00 H 

327 N LYS A 27143.116 -4.729 -6.197 1.00 0. 00 N 

328 CA LYS A 27142.690 -5.633 -7.259 1.00 0. 00 C 

329 - C LYS A 27143.880 -6.082 -8.101 1.00 0. 00 C 

330 0 LYS A 27144.102 -5.577 -9.201 1.00 0.00 0 

331 CB LYS A 27141.647 -4.954 -8.149 1.00 0. 00 C 

332 CG LYS A 27140.301 -4.761 -7.470 1.00 0. 00 C 

333 CD LYS A 27139.285 -5.786 -7.945 1.00 0. 00 C 

334 CE LYS A 27139.368 -7.071 -7.135 1.00 0. 00 C 

335 NZ LYS A 27138.350 -7.109 -6.048 1.00 0. 00 N 

336 H LYS A 27143.160 -3.766 -6.378 1.00 0. 00 H 

337 HA LYS A 27142.245 -6.501 -6.796 1.00 0. 00 H 

338 1HB LYS A 27142.021 -3.983 -8.443 1.00 0. 00 H 

339 2HB LYS A 27141.499 -5.556 -9.034 1.00 0. 00 H 

340 1HG LYS A 27140.429 -4.864 -6.403 1.00 0. 00 H 

341 2HG LYS A 27139.933 -3.771 -7.698 1.00 0. 00 H 
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ATOM 342 1HD LYS A 27138. 293 -5. 372 -7. 841 1. 00 0. 00 H 

ATOM 343 2HD LYS A 27139.475 -6.014 -8.984 1.00 0. 00 H 

ATOM 344 1HE LYS A 27139.208 -7.909 -7.795 1.00 0. 00 H 

ATOM 345 2HE LYS A 27140.353 -7.141 -6.697 1.00 0. 00 H 

5 ATOM 346 1HZ LYS A 27137.554 -6.482 -6.282 1.00 0. 00 H 

ATOM 347 2HZ LYS A 27138.772 -6.795 -5.152 1.00 0. 00 H 

ATOM 348 3HZ LYS A 27137.992 -8.078 -5.928 1.00 0. 00 H 

ATOM 349 N GLU A 28144.644 -7.034 -7.575 1.00 0. 00 N 

ATOM 350 CA GLU A 28145.812 -7.553 -8.278 1.00 0. 00 C 

10 ATOM 351 C GLU A 28145.714 -9.064 -8. 456> 1.00 0. 00 C 

ATOM 352 0 GLU A 28144.671 -9.664 -8.195 1.00 0.00 0 

ATOM 353 CB GLU A 28147.091 -7.198 -7.514 1.00 0. 00 C 

ATOM 354 CG GLU A 28148.178 -6.601 -8.394 1.00 0. 00 C 

ATOM 355 CD GLU A 28149.554 -7.148 -8.072 1.00 0. 00 C 

15 ATOM 356 0E1 GLU A 28150.418 -7.154 -8.976 1.00 0.00 0 

ATOM 357 0E2 GLU A 28149.770 -7.572 -6.918 1.00 0.00 0 

ATOM 358 H GLU A 28144.417 -7.397 -6.694 1.00 0. 00 H 

ATOM 359 HA GLU A 28145.846 -7.088 -9.252 1.00 0. 00 H 

ATOM 360 1HB GLU A 28146.849 -6.482 -6.743 1.00 0. 00 H 

20 ATOM 361 2HB GLU A 28147.483 -8.092 -7.052 1.00 0. 00 H 

ATOM 362 1HG GLU A 28147. 952 -6. 824 -9. 426 1. 00 0. 00 H 

ATOM 363 2HG GLU A 28148.190 -5.530 -8.252 1.00 0. 00 H 

ATOM 364 N ASN A 29146.807 -9.675 -8.902 1.00 0. 00 N 

ATOM 365 CA ASN A 29146.843 -11.117 -9.113 1.00 0. 00 C 

25 ATOM 366 C ASN A 29146.916 -11.858 -7.781 1.00 0. 00 C 

ATOM 367 0 ASN A 29146.049 -12.673 -7.467 1.00 0.00 0 

ATOM 368 CB ASN A 29148.038 -11.495 -9.992 1.00 0. 00 C 

ATOM 369 CG ASN A 29147.648 -11.689 -11.445 1.00 0. 00 C 

ATOM 370 0D1 ASN A 29147.487 -12.817 -11.911 1.00 0.00 0 
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ATOM 371 ND2 ASN A 29147.495 -10.586 -12. 168 1.00 0.00 N 

ATOM 372 H ASN A 29147.608 -9.143 -9.092 1.00 0. 00 H 

ATOM 373 HA ASN A 29145.932 -11.400 -9.619 1.00 0. 00 H 

ATOM 374 1HB ASN A 29148.778 -10.711 -9.939 1.00 0. 00 H 

5 ATOM 375 2HB ASN A 29148.468 -12.416 -9.627 1.00 0. 00 H 

ATOM 376 1HD2 ASN A 29147.640 -9.721 -11.730 1.00 0. 00 H 

ATOM 377 2HD2 ASN A 29147. 244 -10. 682 -13. 110 1. 00 0. 00 H 

ATOM 378 N PROA 30147.958 -11.585 -6.976 1.00 0. 00 N 

ATOM 379 CA PROA 30148.142 -12.228 -5.674 1.00 0. 00 C 

10 ATOM 380 C PROA 30147.254 -11.613 -4.593 1.00 0. 00 C 

ATOM 381 0 PROA 30147.455 -10.466 -4.194 1.00 0.00 0 

ATOM 382 CB PROA 30149.614 -11.962 -5.367 1.00 0. 00 C 
ATOM 383 CG PROA 30149.906 -10.665 -6.040 1.00 0. 00 C 
ATOM 384 CD PROA 30149.040 -10.624 -7.274 1.00 0. 00 C 
15 ATOM 385 HA PROA 30147.968 -13.291 -5.727 1.00 0. 00 H 
ATOM 386 1HB PROA 30149.757 -11.895 -4.298 1.00 0. 00 H 
ATOM 387 2HB PROA 30150.220 -12.760 -5.769 1.00 0. 00 H 
ATOM 388 1HG PROA 30149.657 -9.846 -5.381 1.00 0. 00 H 
ATOM 389 2HG PROA 30150.949 -10.622 -6.315 1.00 0. 00 H 
20 ATOM 390 1HD PROA 30148.643 -9.631 -7.420 1.00 0. 00 H 
ATOM 391 2HD PROA 30149.604 -10.936 -8.140 1.00 0. 00 H 
ATOM 392 N PROA 31146.253 -12.366 -4.102 1.00 0. 00 N 
ATOM 393 CA PROA 31145.337 -11.880 -3.063 1.00 0. 00 C 
ATOM 394 C PROA 31146.064 -11.536 -1.768 1.00 0. 00 C 
25 ATOM 395 0 PROA 31146.500 -12.422 -1.034 1.00 0. 00 0 
ATOM 396 CB PROA 31144.378 -13.056 -2.838 1.00 0. 00 C 
ATOM 397 CG PROA 31144.514 -13.909 -4.053 1.00 0. 00 C 
ATOM 398 CD PROA 31145. 932 -13. 743 -4.514 1.00 0. 00 C 
ATOM 399 HA PROA 31144.781 -11.018 -3.401 1.00 0. 00 H 
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400 1HB PRO A 31144.666 -13.593 -1.946 1.00 0. 00 H 

401 2HB PROA 31143.369 -12.685 -2.730 1.00 0. 00 H 

402 1HG PROA 31144.319 -14.940 -3.802 1.00 0. 00 H 

403 2HG PROA 31143.829 -13.571 -4.817 1.00 0. 00 H 

404 1HD PROA 31146.576 -14.455 -4.020 1.00 0. 00 H 

405 2HD PROA 31145.997 -13.849 -5.586 1.00 0. 00 H 

406 N PHE A 32146.191 -10.242 -1.492 1.00 0. 00 N 

407 CA PHE A 32146.864 -9.781 -0.283 1.00 0. 00 C 

408 C PHE A 32146.068 -8.670 0.395 1.00 0. 00 C 

409 0 PHE A 32145.464 -7.831 -0.273 1.00 0.00 0 

410 CB PHE A 32148.273 -9.285 -0.615 1.00 0. 00 C 

411 CG PHE A 32148.295 -8.133 -1.580 1.00 0. 00 C 

412 CD 1 PHE A 32147.870 -6.875 -1.187 1.00 0. 00 C 

413 CD2 PHE A 32148.741 -8.311 -2.879 1.00 0. 00 C 

414 CE1 PHE A 32147.889 -5.815 -2.073 1.00 0. 00 C 

415 CE2 PHE A 32148. 763 -7. 254 -3. 769 1. 00 0. 00 C 

416 CZ PHE A 32148.337 -6.004 -3.366 1.00 0. 00 C 

417 H -PHE A 32145.822 -9.581 -2.115 1.00 0. 00 H 

418 HA PHE A 32146.938 -10.618 0.394 1.00 0. 00 H 

419 1HB PHE A 32148.757 -8.964 0.295 1.00 0. 00 H 

420 2HB PHE A 32148.839 -10.095 -1.050 1.00 0. 00 H 

421 HD1 PHE A 32147.520 -6.724 -0.176 1.00 0. 00 H 

422 HD2 PHE A 32149.076 -9.288 -3.196 1.00 0. 00 H 

423 HE 1 PHE A 32147.554 -4.838 -1.755 1.00 0. 00 H 

424 HE2 PHE A 32149.113 -7.405 -4.780 1.00 0. 00 H 

425 HZ PHE A 32148.352 -5.177 -4.059 1.00 0. 00 H 

426 N TYR A 33146.071 -8.673 1.724 1.00 0. 00 N 

427 CA TYR A 33145.349 -7.666 2.492 1.00 0. 00 C 

428 C TYR A 33146.315 -6.689 3.153 1.00 0. 00 C 
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7.360 1.00 0.00 C 

7. 849 1. 00 0. 00 C 

7. 925 1. 00 0. 00 C . 

5. 588 1. 00 0. 00 H 

5. 514 1. 00 0. 00 H 

7. 713 1. 00 0. 00 H 

8. 905 1. 00 0. 00 H 
7. 312 1. 00 0. 00 H 
7. 675 1. 00 0. 00 H 

7. 115 1. 00 0. 00 H 

8. 563 1. 00 0. 00 H 
8. 500 1. 00 0. 00 H 
5. 016 1. 00 0. 00 N 

4. 508 1. 00 0. 00 C 

5. 513 1. 00 0. 00 C 

6. 708 1. 00 0. 00 0 

4. 186 1. 00 0. 00 C 
3. 278 1. 00 0. 00 C 
3. 533 1. 00 0. 00 C 

2. 903 1. 00 0. 00 C 

5. 157 1. 00 0. 00 H 

3. 596 1. 00 0. 00 H 
5. 114 1. 00 0. 00 H 

2. 367 1. 00 0. 00 H 

3. 784 1. 00 0. 00 H 

2. 465 1. 00 0. 00 H 

3. 738 1. 00 0. 00 H 
3. 931 1. 00 0. 00 H 
2. 018 1. 00 0. 00 H 
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2. 706 l. 00 0. 00 H 

3. 716 1. 00 0. 00 H 
5.019 1.00 0. 00 N 
5. 872 1. 00 0. 00 C 

5. 462 1. 00 0. 00 C 

6. 232 1. 00 0. 00 0 

5. 807 1. 00 0. 00 C 

6. 127 1. 00 0. 00 C 

7. 543 1. 00 0. 00 C 

8. 547 1. 00 0. 00 N 

9. 825 1. 00 0. 00 C 
10. 257 1. 00 0. 00 N 
10. 673 1. 00 0. 00 N 

4. 057 1. 00 0. 00 H 
6. 887 1. 00 0. 00 H 

4. 811 1. 00 0. 00 H 

6. 513 1. 00 0. 00 H 

5. 432 1. 00 0. 00 H 

6. 027 1. 00 0. 00 H 

7. 676 1. 00 0. 00 H 

7. 675 1. 00 0. 00 H 

8. 255 1. 00 0. 00 H 

9. 623 1. 00 0. 00 H 
11. 218 1. 00 0. 00 H 

10. 352 1. 00 0. 00 H 

11. 632 1. 00 0. 00 H 
4. 244 1. 00 0. 00 N 
3. 733 1. 00 0: 00 C 
2. 406 1. 00 0. 00 C 
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ATOM 516 0 TRP A 38149.482 6.516 1.495 1.00 0.00 0 

ATOM 517 CB TRP A 38151.599 7.402 3.559 1.00 0. 00 C 

ATOM 518 CG TRP A 38151.898 8.654 2.788 1.00 0. 00 C 

ATOM 519 CD 1 TRP A 38152.099 9.904 3.297 1.00 0. 00 C 

5 ATOM 520 CD 2 TRP A 38152.022 8.774 1.366 1.00 0. 00 C 

ATOM 521 NE1 TRP A 38152.341 10.795 2.279 1.00 0. 00 N 

ATOM ' 522 CE2 TRP A 38152. 299 10. 126 1. 084 1. 00 0. 00 C 

ATOM 523 CE3 TRP A 38151.926 7.871 0.304 1.00 0. 00 C 

ATOM 524 CZ2 TRP A 38152.481 10.593 -0.216 1.00 0. 00 C 

10 ATOM 525 CZ3 TRP A 38152.107 8.335 -0.985 1.00 0. 00 C 

ATOM 526 CH2 TRP A 38152.381 9.685 -1.236 1.00 0. 00 C 

ATOM 527 H TRP A 38150. 101 5. 016 3. 675 1. 00 0. 00 H 

ATOM 528 HA TRP A 38149. 700 7. 828 4. 456 1. 00 0. 00 H 

ATOM 529 1HB TRP A 38152. 056 7. 494 4. 533 1. 00 0. 00 H 

15 ATOM 530 2HB TRP A 38152.049 6.571 3.035 1.00 0. 00 H 

ATOM 531 HD1 TRP A 38152. 068 10. 144 4. 350 1. 00 0. 00 H 

ATOM 532 HE1 TRP A 38152.516 11.753 2.391 1.00 0. 00 H 

ATOM 533 HE3 TRP A 38151.715 6.827 0.477 1.00 0. 00 H 

ATOM 534 HZ2 TRP A 38152.690 11.631 -0.427 1.00 0. 00 H 

20 ATOM 535 HZ 3 TRP A 38152.037 7.652 -1.818 1.00 0. 00 H 

ATOM 536 HH2 TRP A 38152.516 10.004 -2.259 1.00 0. 00 H 

ATOM 537 N ILEA 39148.646 8.442 2.303 1.00 0. 00 N 

ATOM 538 CA ILEA 39147.911 8.766 1.088 1.00 0. 00 C 

ATOM 539 C ILEA 39148.340 10.125 0.546 1.00 0. 00 C 

25 ATOM 540 .0 ILE A 39147. 988 11. 165 1. 104 1. 00 0. 00 0 

ATOM 541 CB ILEA 39146.391 8.780 1.335 1.00 0. 00 C 

ATOM 542 CGI ILE A 39145.961 7.521 2.089 1.00 0. 00 C 

ATOM 543 CG2 ILE A 39145.640 8.896 0.016 1.00 0. 00 C 

ATOM 544 CD1 ILE A 39144.572 7.613 2.680 1.00 0. 00 C 
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3. 063 1. 00 0. 00 H 

0. 350 1. 00 0. 00 H 

1. 932 1. 00 0. 00 H 
1.411 1.00 0.00 H 

2. 897 1. 00 0. 00 H 
0. 202 1. 00 0. 00 H 
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-3. 129 1. 00 0. 00 0 
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-5. 293 1. 00 0. 00 C 
-4. 315 1. 00 0.00 0 
-6. 437 1. 00 0. 00 N 
-2.510 1.00 0. 00 H 
-4. 745 1. 00 0. 00 H 
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5. 048 1. 00 0. 00 H 

6. 325 1. 00 0. 00 H 

6. 074 1. 00 0. 00 H 
4.316 1.00 0. 00 H 

7. 174 1. 00 0. 00 H 
6. 500 1. 00 0. 00 H 
4. 675 1. 00 0. 00 N 

4. 673 1. 00 0. 00 C 

5. 584 1. 00 0. 00 C 

6. 486 1. 00 0. 00 0 
5. 194 1. 00 0. 00 C 

4. 928 1. 00 0. 00 C 

5. 079 1. 00 0. 00 C 

3. 674 1. 00 0. 00 H 

6. 250 1. 00 0. 00 H 

4. 661 1. 00 0. 00 H 
•5. 647 1. 00 0. 00 H 
•3. 923 1. 00 0. 00 H 
6. 107 1. 00 0. 00 H 
•4. 424 1. 00 0. 00 H 
•5. 360 1. 00 0. 00 N 
•6. 166 1. 00 0. 00 C 
•7. 569 1. 00 0. 00 C 
•7. 816 1. 00 0. 00 0 
•5. 384 1. 00 0. 00 C 
■4. 634 1. 00 0. 00 C 
•4. 305 1. 00 0. 00 C 
•6. 233 1. 00 0. 00 H 
6. 073 1. 00 0. 00 H 
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ATOM 



603 2HB PROA 43158.061 16.171 -4.714 1.00 0. 00 H 

604 1HG PROA 43159.573 13.646 -5.253 1.00 0. 00 H 

605 2HG PROA 43159.376 14.528 -3.728 1.00 0. 00 H 

606 1HD PROA 43157.928 12.316 -4.350 1.00 0. 00 H 

607 2HD PROA 43157.298 13.624 -3.329 1.00 0. 00 H 

608 N GLY A 44156. 635 14. 406 -8. 486 1. 00 0. 00 N 

609 CA GLY A 44156.931 14.021 -9.852 1. 00 0. 00 C 

610 C GLY A 44155.710 13.511 -10.590 1.00 0. 00 C 

611 0 GLY A 44155.412 13.962 -11.696 1.00 0.00 0 

612 H GLY A 44155.719 14.645 -8.232 1.00 0. 00 H 

613 1HA GLY A 44157.323 14.877 -10.378 1.00 0. 00 H 

614 2HA GLY A 44157.681 13.245 -9.840 1.00 0. 00 H 

615 N LEU A 45155.002 12.568 -9.979 1.00 0. 00 N 

616 CA LEU A 45153.807 11.996 -10.589 1.00 0. 00 C 

617 C LEU A 45152.592 12.203 -9.694 1.00 0. 00 C 

618 0 LEU A 45152.501 11.623 -8.612 1.00 0.00 0 

619 CB LEU A 45154.011 10.504 -10.858 1.00 0. 00 C 

620 CG LEU A 45154.560 9.704 -9.674 1.00 0. 00 C 

621 CD 1 LEU A 45154.219 8.227 -9.821 1.00 0. 00 C 

622 CD2 LEU A 45156.066 9.899 -9.551 1.00 0. 00 C 

623 H LEU A 45155.289 12.247 -9.096 1.00 0. 00 H 

624 HA LEU A 45153.640 12.503 -11.528 1.00 0. 00 H 

625 1HB LEU A 45153.060 10.079 -11.144 1.00 0. 00 H 

626 2HB LEU A 45154.698 10.399 -11.684 1.00 0. 00 H 

627 HG LEU A 45154.101 10.062 -8.764 1.00 0. 00 H 
.628 1HD1 LEU A 45153.622 8.081 -10.710 1.00 0. 00 H 

629 2HD1 LEU A 45153.661 7.900 -8.956 1.00 0. 00 H 

630 3HD1 LEU A 45155.130 7.652 -9.900 1.00 0. 00 H 

631 1HD2 LEU A 45156.572 8.983 -9.824 1.00 0. 00 H 
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45156.312 10.155 

45156.383 10.694 

46151.656 13.030 

46150.449 13.299 

46149.512 12.098 

46148.893 11.810 

46149.736 14.537 

46148.974 15.289 

46147.746 15.375 

46149.700 15.838 

46151.778 13.465 

46150.742 13.484 

46150.466 15.205 

46149. 038 14. 232 

46150.673 15.727 

46149.233 16.329 

47149.415 11.401 

47148. 555 10. 230 

47148. 375 9. 820 

47149.348 9.519 

47149.138 9.063 

47150. 653 8. 959 

47151.235 8.068 

47151.350 8.531 

47151.575 6.905 

47149.935 11.682 

47147.590 10.490 

47148.715 8.141 

47148. 864 9. 183 
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-8. 530 1. 00 0. 00 H 

-10.208 1.00 0. 00 H 

-10. 149 1. 00 0. 00 N 

-9. 377 1. 00 0. 00 C 

-9.414 1.00 0. 00 C 

-10.438 1.00 0.00 0 

-9. 925 1. 00 0. 00 C 

-8. 852 1. 00 0. 00 C 

-8. 891 1. 00 0. 00 0 

-7. 884 1. 00 0. 00 N 

-11.018 1.00 0. 00 H 

-8. 355 1. 00 0. 00 H 

-10.356 1.00 0. 00 H 

-10.691 1.00 0. 00 H 

-7.917 1.00 0. 00 H 

-7. 178 1. 00 0. 00 H 

-8. 288 1. 00 0. 00 N 

-8. 183 1. 00 0. 00 C 

-6. 726 1. 00 0. 00 C 

-6. 034 1. 00 0. 00 0 

-8. 985 1. 00 0. 00 C 

-8. 902 1. 00 0. 00 C 

-9. 981 1. 00 0. 00 C 

-11. 134 1. 00 0. 00 0 

-9. 672 1. 00 0. 00 0 

-7. 507 1. 00 0. 00 H 

-8. 592 1. 00 0. 00 H 

-8.616 1. 00 0. 00 H 

-10.022 1.00 0. 00 H 
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ATOM 661 1HG GLU A 47151. 075 

ATOM 662 2HG GLU A 47150. 922 

ATOM 663 N VAL A 48147. 130 

ATOM 664 CA VAL A 48146. 839 

ATOM 665 C VAL A 48147. 232 

ATOM 666 0 VAL A 48146. 502 

ATOM 667 CB VAL A 48145. 346 

ATOM 668 CGI VAL A 48145. 100 

ATOM 669 CG2 VAL A 48144. 867 

ATOM 670 H VAL A 48146. 393 

ATOM 671 HA VAL A 48147. 417 

ATOM 672 HB VAL A 48144. 783 

ATOM 673 1HG1 VAL A 48144. 082 

ATOM 674 2HG1 VAL A 48145. 780 

ATOM 675 3HG1 VAL A 48145. 265 

ATOM 676 1HG2 VAL A 48145.704 

ATOM 677 2HG2 VAL A 48144. 125 

ATOM 678 3HG2 VAL A 48144.433 

ATOM 679 N LEU A 49148. 392 

ATOM 680 CA LEU A 49148. 884 

ATOM 681 C LEU A 49148. 782 

ATOM 682 0 LEU A 49149. 437 

ATOM 683 CB LEU A 49150. 333 

ATOM 684 CG LEU A 49150. 544 

ATOM 685 CD1 LEU A 49151. 921 

ATOM 686 CD 2 LEU A 49150. 367 

ATOM 687 H LEU A 49148. 932 

ATOM 688 HA LEU A 49148. 269 

ATOM 689 1HB LEU A 49150. 924 
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9. 946 -9. 006 1. 00 0. 00 H 

8. 554 -7. 937 1. 00 0. 00 H 

9. 802 -6. 264 1. 00 0. 00 N 

9. 420 -4. 889 1. 00 0. 00 C 

7. 969 -4. 639 1. 00 0. 00 C 
7.047 -5. 001 1. 00 0. 00 0 

9. 605 -4. 557 1. 00 0. 00 C 

9. 395 -3. 071 1. 00 0. 00 C 

10. 980 -4. 996 1. 00 0. 00 C 

10. 047 -6. 862 1. 00 0. 00 H 

10. 058 -4. 236 1. 00 0. 00 H 

8. 860 -5. 100 1. 00 0. 00 H 

9. 666 -2. 834 1. 00 0. 00 H 

10. 014 -2. 503 1. 00 0. 00 H 
8. 358 -2. 821 1. 00 0. 00 H 

11. 662 -5. 017 1. 00 0. 00 H 
11.342 -4.301 1.00 0.00 H 
10.912 -5.983 1.00 0. 00 H 

7.774 -4.021 1.00 0.00 N 
6.434 -3.727 1.00 0.00 C 
6. 135 -2. 237 1. 00 0. 00 C 
6. 780 -1. 418 1. 00 0. 00 0 
6. 286 -4. 190 1. 00 0. 00 C 
6. 396 -5. 702 1. 00 0. 00 C 

6. 965 -6. 009 1. 00 0. 00 C 
5. 038 -6. 363 1. 00 0. 00 C 
8. 549 -3. 758 1. 00 0. 00 H 
5. 729 -4. 266 1. 00 0. 00 H 

7. 053 -3. 709 1. 00 0. 00 H 
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ATOM 690 2HB LEU A 49150.696 5.322 -3.869 1.00 0. 00 H 

ATOM 691 HG LEU A 49149.806 7.068 -6.114 1.00 0. 00 H 

ATOM 692 1HD1 LEU A 49151.845 8.033 -6.150' 1.00 0. 00 H 

ATOM 693 2HD1 LEU A 49152.306 6.509 -6.908 1.00 0. 00 H 

5 ATOM 694 3HD1 LEU A 49152.588 6.757 -5.186 1.00 0. 00 H 

ATOM 695 1HD2 LEU A 49151.056 4.331 -5.924 1.00 0. 00 H 

ATOM 696 2HD2 LEU A 49150. 566 5.123 -7.421 1.00 0. 00 H 

ATOM 697 3HD2 LEU A 49149.354 4.694 -6.214 1.00 0. 00 H 

ATOM 698 N ALA A 50147.954 5.157 -1.890 1.00 0. 00 N 

10 ATOM 699 CA ALA A 50147.767 4.778 -0.498 1.00 0. 00 C 

ATOM 700 C ALA A 50148.728 3.663 -0.099 1.00 0. 00 C 

ATOM 701 0 ALA A 50148.645 2.546 -0.611 1.00 0.00 0 

ATOM 702 CB ALA A 50146.329 4.352 -0.254 1.00 0. 00 C 

ATOM 703 H ALA A 50147.457 4.680 -2.588 1.00 0. 00 H 

15 ATOM 704 HA ALA A 50147.968 5.649 0.110 1.00 0. 00 H 

ATOM 705 1HB ALA A 50146.304 3.578 0.500 1.00 0. 00 H 

ATOM 706 2HB ALA A 50145.905 3.973 -1.172 1.00 0. 00 H 

ATOM 707 3HB ALA A 50145.753 5.201 0.084 1.00 0. 00 H 

ATOM 708 N GLY A 51149.639 3.971 0.818 1.00 0. 00 N 

20 ATOM 709 CA GLY A 51150.601 2.984 1.269 1.00 0. 00 C 

ATOM 710 C GLY A 51149.968 1.910 2.133 1.00 0. 00 C 

ATOM 711 0 GLY A 51149.673 2.142 3.305 1.00 0.00 0 

ATOM 712 H GLY A 51149.657 4.877 1.191 1.00 0. 00 H 

ATOM 713 1HA GLY A 51151.053 2.516 0.406 1.00 0. 00 H 

25 ATOM 714 2HA GLY A 51151.371 3.482 1.839 1.00 0. 00 H 

ATOM 715 N LEU A 52149.760 0.733 1.554 1.00 0. 00 N 

ATOM 716 CA LEU A 52149.158 -0.379 2.279 1.00 0. 00 C 

ATOM 717 C LEU A 52150.226 -1.227 2.962 1.00 0. 00 C 

ATOM 718 0 LEU A 52151.311 -1.435 2.418 1.00 0.00 0 
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1. 329 1. 00 0. 00 C 

0. 742 1. 00 0. 00 C 

0. 367 1. 00 0. 00 C 

1.832 1.00 0. 00 C 

0. 617 1. 00 0. 00 H 

3. 035 1. 00 0. 00 H 

0. 513 1. 00 0. 00 H 

1. 866 1. 00 0. 00 H 
0. 317 1. 00 0. 00 H 

-1. 319 1. 00 0. 00 H 

-0. 374 1. 00 0. 00 H 

-0. 197 1. 00 0. 00 H 

2. 613 1. 00 0. 00 H 
1.412 1. 00 0. 00 H 
2. 245 1. 00 0. 00 H 

4. 157 1. 00 0. 00 N 
4.916 1.00 0.00 C 
5.018 1.00 0.00 C 

5. 720 1. 00 0. 00 0 

6. 316 1. 00 0. 00 C 

7. 163 1. 00 0. 00 C 

8. 606 1. 00 0. 00 C 

9. 497 1. 00 0. 00 0 
8. 845 1. 00 0. 00 0 
4. 539 1. 00 0. 00 H 
4. 393 1. 00 0. 00 H 
6. 224 1. 00 0. 00 H 
6. 830 1. 00 0. 00 H 
6. 743 1. 00 0. 00 H 
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7. 141 1.00 0. 00 H 

4. 310 1.00 0. 00 N 

4. 319 1. 00 0. 00 C 

5. 700 1. 00 0. 00 C 

6. 329 1. 00 0. 00 0 
3. 273 1. 00 0. 00 C 
1.869 1.00 0.00 C 
1. 036 1. 00 0. 00 C 
1. 189 1. 00 0. 00 C 

3. 768 1. 00 0. 00 H 

4. 072 1. 00 0. 00 H 
3. 610 1. 00 0. 00 H 
3. 211 1. 00 0.00 H 
1. 944 1. 00 0. 00 H 
1. 266 1. 00 0. 00 H 
1. 263 1. 00 0. 00 H 

-0.013 1.00 0.00 H 

1. 599 1.00 0.00 H 

0. 128 1. 00 0. 00 H 

1. 357 1. 00 0. 00 H 

6. 164 1. 00 0. 00 N 

7. 469 1. 00 0. 00 C 

7. 494 1. 00 0. 00 C 

8. 524 1. 00 0. 00 0 

7. 822 1. 00 0. 00 C 

8. 337 1. 00 0. 00 C 

7. 975 1. 00 0. 00 C 
6. 975 1. 00 0. 00 0 

8. 692 1. 00 0. 00 0 
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ATOM 
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-8. 856 
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57155. 932 
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5. 615 1. 00 0. 00 H 
8. 202 1. 00 0. 00 H 

6. 939 1. 00 0. 00 H 

8. 584 1. 00 0. 00 H 

9. 412 1. 00 0. 00 H 
7.910 1.00 0. 00 H 
6.356 1.00 0. 00 N 
6. 248 1. 00 0. 00 C 
5. 642 1. 00 0. 00 C 

4. 864 1. 00 0. 00 0 

5. 397 1. 00 0. 00 C 

6. 180 1. 00 0. 00 C 
6. 064 1. 00 0. 00 0 

6. 910 1. 00 0. 00 0 
5. 569 1. 00 0. 00 H 

7. 243 1. 00 0. 00 H 

4. 563 1. 00 0. 00 H 

5. 024 1. 00 0. 00 H 

6. 006 1. 00 0. 00 N 
5.498 1.00 0.00 C 
4. 184 1. 00 0. 00 C 

4. 170 1. 00 0. 00 0 

6. 529 1. 00 0. 00 C 

7. 660 1. 00 0. 00 C 
8.496 1.00 0.00 C 

8. 553 1. 00 0. 00 0 

9. 092 1. 00 0. 00 0 
6. 630 1. 00 0. 00 H 

5. 323 1. 00 0. 00 H 
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ATOM 806 1HB GLU A 57156.960 -11.791 6.958 1.00 0. 00 H 

ATOM 807 2HB GLU A 57158.064 -10.784 6.031 1.00 0. 00 H 

ATOM 808 1HG GLU A 57157.065 -8.803 7.238 1.00 0. 00 H 

ATOM 809 2HG GLU A 57156.278 -9.969 8.301 1.00 0. 00 H 

5 ATOM 810 N CYS A 58156.214 -10.515 3.082 1.00 0. 00 N 

ATOM 811 CA CYS A 58156.513 -11.058 1.762 1.00 0. 00 C 

ATOM 812 C CYS A 58157.824 -10.492 1.225 1.00 0. 00 C 

ATOM 813 0 CYS A 58157.973 -9.279 1.077 1.00 0.00 0 

ATOM 814 CB CYS A 58155.374 -10.750 0.790 1.00 0. 00 C 

10 ATOM 815 SG CYS A 58155.604 -11.445 -0.862 1.00 0. 00 S 

ATOM 816 H CYS A 58155.904 -9.589 3.158 1.00 0. 00 H 

ATOM 817 HA CYS A 58156.612 -12.129 1.860 1.00 0. 00 H 

ATOM 818 1HB CYS A 58154.453 -11.150 1.188 1.00 0. 00 H 

ATOM 819 2HB CYS A 58155.279 -9.678 0.687 1.00 0. 00 H 

15 ATOM 820 HG CYS A 58156.540 -11.627 -0.979 1.00 0. 00 H 

ATOM 821 N ALA A 59158.770 -11.378 0.933 1.00 0. 00 N 

ATOM 822 CA ALA A 59160.067 -10.966 0.411 1.00 0. 00 C 

ATOM 823 C ALA A 59159.915 -10.208 -0.903 1.00 0. 00 C 

ATOM 824 0 ALA A 59159.155 -10.615 -1.782 1.00 0.00 0 

20 ATOM 825 CB ALA A 59160.968 -12.177 0.223 1.00 0. 00 C 

ATOM 826 H ALA A 59158.592 -12.331 1.071 1.00 0. 00 H 

ATOM 827 HA ALA A 59160.528 -10.315 1.140 1.00 0. 00 H 

ATOM 828 1HB ALA A 59160.734 -12.921 0.969 1.00 0. 00 H 

ATOM 829 2HB ALA A 59162.001 -11.877 0.326 1.00 0. 00 H 

25 ATOM 830 3HB ALA A 59160.811 -12.593 -0.762 1.00 0. 00 H 

ATOM 831 N GLY A 60160.643 -9.103 -1.031 1.00 0. 00 N 

ATOM 832 CA GLY A 60160.574 -8.305 -2.241 1.00 0. 00 C 

ATOM 833 C GLY A 60160.044 -6.908 -1.985 1.00 0. 00 C 

ATOM 834 0 GLY A 60160.381 -5.967 -2.703 1.00 0.00 0 
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ATOM 864 CA ASP A 63159.612 -1.375 5.021 1.00 0. 00 C 

ATOM 865 C ASP A 63158.866 -0.050 5.147 1.00 0. 00 C 

ATOM 866 0 ASP A 63158.935 0.616 6.180 1.00 0.00 0 

ATOM 867 CB ASP A 63160.806 -1.393 5.976 1.00 0. 00 C 

5 ATOM 868 CG ASP A 63161.904 -0.439 5.547 1.00 0. 00 C 

ATOM 869 0D1 ASP A 63162.936 -0.917 5.028 1.00 0.00 0 

ATOM 870 0D2 ASP A 63161.732 0.784 5.729 1.00 0.00 0 

ATOM 871 H ASP A 63160.832 -1.098 3.314 1.00 0. 00 H 

ATOM 872 HA ASP A 63158.940 -2.178 5.284 1.00 0. 00 H 

10 ATOM 873 1HB ASP A 63160.475 -1.110 6.963 1.00 0. 00 H 

ATOM 874 2HB ASP A 63161.216 -2.393 6.011 1.00 0. 00 H 

ATOM 875 N GLY A 64158. 156 0. 325 4. 089 1. 00 0. 00 N 

ATOM 876 CA GLY A 64157.408 1.569 4.101 1.00 0. 00 C 
ATOM 877 C GLY A 64158. 144 2. 695 3. 402 1. 00 0. 00 C 
15 ATOM 878 0 GLY A 64158.130 3.836 3.864 1.00 0.00 0 
ATOM 879 H GLY A 64158.138 -0.246 3.293 1.00 0. 00 H 
ATOM 880 1HA GLY A 64156.460 1.412 3.608 1.00 0. 00 H 
ATOM 881 2HA GLY A 64157. 225 1. 856 5. 126 1. 00 0. 00 H 
ATOM 882 N THR A 65158.787 2.375 2.284 1.00 0. 00 N 
20 ATOM 883 CA THR A 65159.532 3.367 1.519 1.00 0. 00 C 
ATOM 884 C THR A 65159.121 3.343 0.051 1.00 0. 00 C 

ATOM 885 0 THR A 65159.276 2.330 -0.631 1.00 0.00 0 
ATOM 886 CB THR A 65161.036 3.116 1.644 1.00 0. 00 C 
ATOM 887 0G1 THR A 65161.300 1.733 1.811 1.00 0.00 0 
25 ATOM 888 CG2 THR A 65161.670 3.849 2.806 1.00 0. 00 C 
ATOM 889 H THR A 65158.760 1.448 1.967 1.00 0. 00 H 
ATOM 890 HA THR A 65159.304 4.341 1.929 1.00 0. 00 H 
ATOM 891 HB THR A 65161.522 3.447 0.738 1.00 0. 00 H 
ATOM 892 HG1 THR A 65161.736 1.394 1.027 1.00 0. 00 H 
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ATOM 




ATOM 




ATOM 




ATOM 
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ATOM 




ATOM 
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ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 



ATOM 
ATOM 
ATOM 
ATOM 



25 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 



893 1HG2 THR A 65161.388 3.369 3.731 1.00 0. 00 H 

894 2HG2 THR A 65161.331 4.874 2.813 1.00 0. 00 H 

895 3HG2 THR A 65162.745 3.826 2.702 1.00 0. 00 H 

896 N PHE A 66158.597 4.466 -0.431 1.00 0. 00 N 

897 CA PHE A 66158.164 4.572 -1.819 1.00 0.00 C 

898 C PHE A 66159.235 5.243 -2.672 1.00 0. 00 C 

899 0 PHE A 66159.380 6.465 -2.657 1.00 0.00 0 

900 CB PHE A 66156.857 5.362 -1.909 1.00 0. 00 C 

901 CG PHE A 66156.098 5.124 -3.184 1.00 0. 00 C 

902 CD 1 PHE A 66155.827 3.835 -3. 613 1. 00 0. 00 C 

903 CD2 PHE A 66155.657 6.190 -3.951 1.00 0. 00 C 

904 CE1PHEA 66155.130 3.613 -4.786 1.00 0. 00 C 

905 CE2PHEA 66154.959 5.974 -5.125 1.00 0. 00 C 

906 CZ PHE A 66154.695 4.684 -5.542 1.00 0. 00 C 

907 H PHE A 66158. 499 5. 240 0. 162 1. 00 0. 00 H 

908 HA PHE A 66157.997 3.574 -2.192 1.00 0. 00 H 

909 1HB PHE A 66156.218 5.082 -1.085 1.00 0. 00 H 

910 2HB PHE A 66157.078 6.417 -1.844 1.00 0. 00 H 

911 HD1 PHE A 66156.166 2.997 -3.022 1.00 0. 00 H 

912 HD2 PHE A 66155.863 7.198 -3.626 1.00 0. 00 H 

913 HE1 PHE A 66154.926 2.603 -5.111 1.00 0. 00 H 

914 HE2 PHE A 66154.621 6.812 -5.715 1.00 0. 00 H 

915 HZ PHE A 66154.150 4.514 -6.459 1.00 0. 00 H 

916 N ARG A 67159.983 4.435 -3.417 1.00 0. 00 N 

917 CA ARG A 67161.042 4.949 -4.278 1.00 0. 00 C 

918 C ARG A 67162.083 5.713 -3.465 1.00 0. 00 C 

919 0 ARG A 67162.723 6.636 -3.969 1.00 0.00 0 

920 CB ARG A 67160.453 5.860 -5.357 1.00 0. 00 C 

921 CG ARG A 67159.223 5.281 -6.038 1.00 0. 00 C 
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ATOM 922 CD ARG A 67158. 382 6. 368 76. 687 1.00 0. 00 C 

ATOM 923 NE ARG A 67157.338 5.813 -7.546 1.00 0. 00 N 

ATOM 924 CZ ARG A 67157. 567 5.297 -8.752 1. 00 0. 00 C 

ATOM 925 NH1 ARG A 67158.799 5.263 -9.244 1.00 0. 00 N 

5 ATOM 926 NH2 ARG A 67156.561 4.814 -9.466 1.00 0. 00 N 

ATOM 927 H ARG A 67159.819 3.469 -3.387 1.00 0. 00 H 

ATOM 928 HA ARG A 67161.521 4.107 -4.753 1.00 0. 00 H 

ATOM 929 1HB ARG A 67160.177 6.802 -4.906 1.00 0. 00 H 

ATOM 930 2HB ARG A 67161.205 6.037 -6.112 1.00 0. 00 H 

10 ATOM 931 1HG ARG A 67159.539 4.582 -6.797 1.00 0. 00 H 

ATOM 932 2HG ARG A 67158.623 4.768 -5.300 1.00 0. 00 fl 

ATOM 933 1HD ARG A 67157.919 6.959 -5.910 1.00 0. 00 H 

ATOM 934 2HD ARG A 67159.027 6.998 -7.281 1.00 0. 00 H 

ATOM 935 HE ARG A 67156.419 5.826 -7.206 1.00 0. 00 H 

15 ATOM 936 1HH1 ARG A 67159. 562 5. 625 -8. 709 1. 00 0. 00 H 

ATOM 937 2HH1 ARG A 67158. 964 4. 873 -10. 149 1. 00 0. 00 H 

ATOM 938 1HH2 ARG A 67155.630 4.837 -9.101 1.00 0. 00 H 
ATOM 939 2HH2 ARG A 67156.731 4.426 -10.372 1.00 0. 00 H 
ATOM 940 N GLY A 68162.246 5.323 -2.205 1.00 0. 00 N 
20 ATOM 941 CA GLY A 68163.211 5.983 -1.344 1.00 0. 00 C 
ATOM 942 C GLY A 68162.572 7.006 -0.425 1.00 0. 00 C 
ATOM 943 0 GLY A 68163.149 7.375 0.598 1.00 0.00 0 
ATOM 944 H GLY A 68161.708 4.581 -1.856 1.00 0. 00 H 
ATOM 945 1HA GLY A 68163.709 5.237 -0.743 1.00 0. 00 H 
25 ATOM 946 2HA GLY A 68163.946 6.480 -1.961 1.00 0. 00 H 
ATOM 947 N THR A 69161.378 7.467 -0.787 1.00 0. 00 N 
ATOM 948 CA THR A 69160.666 8.455 0.015 1.00 0. 00 C 
ATOM 949 C THR A 69159.834 7.778 1.100 1.00 0. 00 C 
ATOM 950 0 THR A 69158.714 7.331 0.851 1.00 0.00 0 
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ATOM 951 CB THR A 69159.763 9.310 -0.875 1.00 0. 00 C 
ATOM 952 0G1 THR A 69160.491 9.830 -1.974 1.00 0.00 0 
ATOM 953 CG2THRA 69159.137 10.479 -0.146 1.00 0. 00 C 
ATOM 954 H THR A 69160.967 7.138 -1.614 1.00 0. 00 H 
5 ATOM 955 HA THR A 69161.399 9.091 0.486 1.00 0. 00 H 
ATOM 956 HB THR A 69158.964 8.693 -1.259 1.00 0. 00 H 
ATOM 957 HG1 THR A 69161.267 10.293 -1.655 1.00 0. 00 H 
ATOM 958 1HG2 THR A 69158.646 11.126 -0.857 1.00 0. 00 H 
ATOM 959 2HG2 THR A 69159.906 11.033 0.374 1.00 0. 00 H 
10 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 
15 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 
20 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 
25 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 



960 3HG2 


THR A 


69158. 413 


10. 113 


0. 567 


1 A A 

l. 00 


A A A TT 

0. 00 H 


961 


N 


ARG A 


70160. 389 


7. 706 


2. 306 


1 A A 

l. 00 


A A A \T 

0. 00 N 


962 


CA 


ARG A 


70159. 699 


7. 084 


3. 429 


1 A A 

l. 00 


A A A P 

0. 00 I 


963 


C 


ARG A 


70158. 562 


7. 971 


3. 925 


1 A A 

1. 00 


0. OU I 


964 


0 


ARG A 


70158. 773 


9. 132 


4. 275 


1 nn 

1. 00 


U. UU u 


965 


r\T\ 

CB 


ARG A 


70160. 680 


6. 807 


A C O A 

4 569 


1. 00 


U. UU L 


966 


CG 


ARG A 


70160. 151 


5. 828 


5. 603 


1 nn 
1. UU 


n nn r 
U. UU L 


967 


CD 


ARG A 


70160. 885 


5. 964 


6. 927 


1. 00 


0. 00 C 


968 


NE 


ARG A 


70162. 332 


5. 847 


6. 766 


1. 00 


0.00 N 


969 


CZ 


ARG A 


70163. 172 


5. 583 


7. 765 


1. 00 


0.00 C 


970 


NH1 


ARG A 


70162. 711 


5. 408 


8. 998 


1. 00 


0. 00 N 


971 


NH2 


ARG A 


70164. 473 


5. 494 


7. 532 


1. 00 


0. 00 N 


972 


H 


ARG A 


70161. 285 


8. 080 


2. 443 


1. 00 


0. 00 H 


973 


HA 


ARG A 


70159. 286 


6. 147 


3. 086 


1. 00 


0. 00 H 


974 


1HB 


ARG A 


70161. 592 


6. 402 


4. 154 


1. 00 


0. 00 H 


975 


2HB 


ARG A 


70160. 906 


7. 738 


5.069 


1. 00 


0. 00 H 


976 


1HG 


ARG A 


70159. 102 


6. 021 


5. 764 


1. 00 


0. 00 H 


977 


2HG 


ARG A 


70160. 282 


4. 821 


5. 232 


1. 00 


0.00 H 


978 


1HD 


ARG A 


70160. 658 


6. 931 


7.352 


1. 00 


0. 00 H 


979 


2HD 


ARG A 


70160. 543 


5. 189 


7. 596 


1. 00 


0. 00 H 
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ATOM 980 HE ARG A 70162.699 5.971 5.866 1.00 0. 00 H 

ATOM 981 1HH1 ARG A 70161.731 5.474 9.181.1.00 0. 00 H 

ATOM 982 2HH1 ARG A 70163.347 5.210 9.744 1.00 0. 00 H 

ATOM 983 1HH2 ARG A 70164.825 5.624 6.604 1.00 0. 00 H 

5 ATOM 984 2HH2 ARG A 70165.104 5.296 8.282 1.00 0. 00 H 

ATOM 985 N TYR A 71157.354 7.415 3.953 1.00 0. 00 N 

ATOM 986 CA TYR A 71156.182 8.156 4.406 1.00 0. 00 C 

ATOM 987 C TYR A 71155.796 7.749 5.824 1.00 0. 00 C 

ATOM 988 0 TYR A 71155.470 8.595 6.657 1.00 0.00 0 

10 ATOM 989 CB TYR A 71155.007 7.920 3.457 1.00 0. 00 C 

ATOM 990 CG TYR A 71155.195 8.551 2.094 1.00 0. 00 C 

ATOM 991 CD 1 TYR A 71155.167 9.930 1.937 1.00 0. 00 C 

ATOM 992 CD 2 TYR A 71155.397 7.766 0.966 1.00 0. 00 C 

ATOM 993 CE1 TYR A 71155.337 10.510 0.693 1.00 0. 00 C 

15 ATOM 994 CE2 TYR A 71155.568 8.337 -0.280 1.00 0. 00 C 

ATOM 995 CZ TYR A 71155.537 9.710 -0.411 1.00 0. 00 C 

ATOM 996 OH TYR A 71155.707 10.284 -1.650 1.00 0.00 0 

ATOM 997 H TYR A 71157.249 6.486 3.661 1.00 0. 00 H 

ATOM 998 HA TYR A 71156.432 9.207 4.401 1.00 0. 00 H 

20 ATOM 999 1HB TYR A 71154.875 6.859 3.315 1.00 0. 00 H 

ATOM 1000 2HB TYR A 71154.111 8.336 3.895 1.00 0. 00 H 

ATOM 1001 HD1 TYR A 71155.010 10.555 2.804 1.00 0. 00 H 

ATOM 1002 HD2 TYR A 71155.420 6.691 1.071 1.00 0. 00 H 

ATOM 1003 HE1 TYR A 71155.313 11.585 0.592 1.00 0. 00 H 

25 ATOM 1004 HE2 TYR A 71155.725 7.710 -1.145 1.00 0. 00 H 

ATOM 1005 HH TYR A 71156.632 10.235 -1.902 1.00 0. 00 H 

ATOM 1006 N PHE A 72155.835 6.447 6.092 1.00 0. 00 N 

ATOM 1007 CA PHE A 72155.488 5.928 7.409 1.00 0. 00 C 

ATOM 1008 C PHE A 72156.491 4.871 7.858 1.00 0. 00 C 



WO 2004/016781 * PCT/JP2003/0 10288 

338 

ATOM 1009 0 PHE A 72157.311 4.403 7.068 1.00 0.00 0 

ATOM 1010 CB PHE A 72154.079 5.335 7.393 1.00 0. 00 C 

ATOM 1011 CG PHE A 72153.863 4.329 6.298 1.00 0. 00 C 

ATOM 1012 CD 1 PHE A 72154.015 2.974 6.546 1.00 0. 00 C 

5 ATOM 1013 CD2 PHE A 72153.508 4.738 5.023 1.00 0. 00 C 

ATOM 1014 CE1 PHE A 72153.817 2.046 5.541 1.00 0. 00 C 

ATOM 1015 CE2 PHE A 72153.309 3.816 4.015 1.00' 0.00 C 

ATOM 1016 CZ PHE A 72153.463 2.468 4.274 1.00 0. 00 C 

ATOM 1017 H PHE A 72156.102 5.823 5.386 1.00 0. 00 H 

10 ATOM 1018 HA PHE A 72155.514 6.751 8.107 1.00 0. 00 H 

ATOM 1019 1HB PHE A 72153.890 4.844 8.336 1.00 0. 00 H 

ATOM 1020 2HB PHE A 72153.361 6.132 7.260 1.00 0. 00 H 

ATOM 1021 HD1 PHE A 72154.290 2.644 7.537 1.00 0. 00 H 

ATOM 1022 HD2 PHE A 72153.387 5.793 4.820 1.00 0. 00 H 

15 ATOM 1023 HE 1 PHE A 72153.939 0.993 5.746 1.00 0. 00 H 

ATOM 1024 HE2 PHE A 72153.033 4.148 3.024 1.00 0. 00 H 

ATOM 1025 HZ PHE A 72153.308 1.744 3.487 1.00 0. 00 H 

ATOM 1026 N THR A 73156.422 4.500 9.133 1.00 0. 00 N 

ATOM 1027 CA THR A 73157.326 3.498 9.688 1.00 0. 00 C 

20 ATOM 1028 C THR A 73156.594 2.182 9.932 1.00 0. 00 C 

ATOM 1029 0 THR A 73155.767 2.079 10.838 1.00 0.00 0 

ATOM 1030 CB THR A 73157.941 4.003 10.993 1.00 0. 00 C 

ATOM 1031 0G1 THR A 73156.941 4.531 11.848 1.00 0.00 0 

ATOM 1032 CG2 THR A 73158.983 5.080 10.785 1.00 0. 00 C 

25 ATOM 1033 H THR A 73155.748 4.909 9.714 1.00 0. 00 H 

ATOM 1034 HA THR A 73158.114 3.329 8.970 1.00 0. 00 H 

ATOM 1035 HB THR A 73158.417 3.176 11.499 1.00 0. 00 H 

ATOM 1036 HG1 THR A 73156.596 5.344 11.472 1.00 0. 00 H 

ATOM 1037 1HG2 THR A 73159.375 5.392 11.742 1.00 0. 00 H 
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ATOM 1038 2HG2 THR A 73158. 532 5. 927 10. 289 1. 00 0. 00 H 

ATOM 1039 3HG2 THR A 73159.786 4.692 10.177 1.00 0. 00 H 

ATOM 1040 N CYS A 74156.905 1.178 9.118 1.00 0. 00 N 

ATOM 1041 CA CYS A 74156. 276 -0. 132 9. 247 1. 00 0. 00 C 

5 ATOM 1042 C CYS A 74157. 327 -1. 238 9. 278 1. 00 0. 00 C 

ATOM 1043 0 CYS A 74158.514 -0.986 9.073 1.00 0.00 0 

ATOM 1044 CB CYS A 74155. 305 -0. 369 8. 090 1. 00 0. 00 C 

ATOM 1045 SG CYS A 74153.619 0.197 8.415 1.00 0. 00 S 

ATOM 1046 H CYS A 74157.572 1.322 8.415 1.00 0. 00 H 

10 ATOM 1047 HA CYS A 74155. 727 -0. 147 10. 176 1. 00 0. 00 H 

ATOM 1048 1HB CYS A 74155. 662 0. 153 7. 215 1. 00 0. 00 H 

ATOM 1049 2HB CYS A 74155.261 -1.428 7.877 1.00 0. 00 H 

ATOM 1050 HG CYS A 74153. 098 0. 048 7. 623 1. 00 0. 00 H 

ATOM 1051 N ALA A 75156.880 -2.462 9.536 1.00 0. 00 N 

15 ATOM 1052 CA ALA A 75157.781 -3.607 9.595 1.00 0. 00 C 

ATOM 1053 C ALA A 75158.466 -3.836 8.251 1.00 0. 00 C 

ATOM 1054 0 ALA A 75158.120 -3.206 7.251 1.00 0.00 0 

ATOM 1055 CB ALA A 75157.022 -4.854 10.021 1.00 0. 00 C 

ATOM 1056 H ALA A 75155.923 -2.600 9.691 1.00 0. 00 H 

20 ATOM 1057 HA ALA A 75158.535 -3.401 10.341 1.00 0. 00 H 

ATOM 1058 1HB ALA A 75156.775 -5.441 9.149 1.00 0. 00 H 

ATOM 1059 2HB ALA A 75156.113 -4.566 10.529 1.00 0. 00 H 

ATOM 1060 3HB ALA A 75157.636 -5.441 10.687 1.00 0. 00 H 

ATOM 1061 N LEU A 76159.440 -4. 741 8.235 1.00 0. 00 N 

25 ATOM 1062 CA LEU A 76160.174 -5.052 7.014 1.00 0. 00 C 

ATOM 1063 C LEU A 76159.372 -5.997 6.124 1.00 0. 00 C 

ATOM 1064 0 LEU A 76158.793 -6.973 6.600 1.00 0.00 0 

ATOM 1065 CB LEU A 76161.527 -5.679 7.353 1.00 0. 00 C 

ATOM 1066 CG LEU A 76162.600 -4.692 7.818, 1.00 0. 00 C 
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ATOM 


1067 


CD1 


LEU A 


76163. 504 


-5. 337 




ATOM 


1068 


CD 2 


LEU A 


76163. 415 


-4. 197 




ATOM 


1069 


H 


LEU A 


76159. 671 


-5. 210 




ATOM 


1070 


HA 


LEU A 


76160. 339 


-4. 129 


5 


ATOM 


1071 


1HB 


LEU A 


76161. 376 


n a -i a 

-6. 410 




ATOM 


1072 


2HB 


LEU A 


r-i r\ ■* f\ ft ft r™ 

76161. 895 


n 1 ft r\ 

-6. 189 




ATOM 


1073 


HG 


LEU A 


rr a i n ft i a 4 

76162. 121 


-3. 839 




ATOM 


1074 


1HD1 


LEU A 


76163. 112 


-5. 145 




ATOM 


1075 


2HD1 


LEU A 


76164. 497 


-4. 919 


10 


ATOM 


1076 


3HD1 


LEU A 


76163. 547 


-6. 401 




ATOM 


1077 


1HD2 


LEU A 


76163. 394 


-4. 936 




ATOM 


1078 


2HD2 LEU A 


76164. 436 


-4. 028 




ATOM 


1079 


3HD2 


T T?TT A 

LEU A 


76162. 993 


-3. 271 




ATOM 


1080 


N 


LYS A 


77159. 343 


-5. 699 


15 


ATOM 


1081 


CA 


LYS A 


77158. 612 


-6. 522 




ATOM 


1082 


C 


LYS A 


77157. 123 


-6. 548 




ATOM 


1083 


0 


LYS A 


77156. 500 


-7. 610 




ATOM 


1084 


CB 


LYS A 


77159. 172 


-7. 946 




ATOM 


1085 


CG 


LYS A 


77160. 683 


-8. 006 


20 


ATOM 


1086 


CD 


LYS A 


77161. 119 


-7. 581 




ATOM 


1087 


CE 


LYS A 


77162. 513 


-6. 976 




ATOM 


1088 


NZ 


LYS A 


77163. 560 


-7. 995 




ATOM 


1089 


H 


LYS A 


77159. 825 


A AAA 

-4. 908 




ATOM 


1090 


HA 


LYS A 


mm mm -4 mm /-\ ff A A 

77158. 744 


n a a /» 

-6. 086 


25 


ATOM 


1091 


1HB 


LYS A 


mm f—r mm f\ f\ f\ ff 

77158. 907 


A A A O 

-8. 433 




ATOM 


1092 


2HB 


LYS A 


77158. 728 


-8. 489 




ATOM 


1093 


IHG 


LYS A 


77161. 135 


-7. 344 




ATOM 


1094 


2HG 


LYS A 


77161. 014 


-9. 018 




ATOM 


1095 


1HD 


LYS A 


77161. 120 


-8. 447 
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8.856 1.00 0.00 C 

6. 633 1. 00 0. 00 C 

9. 064 1. 00 0. 00 H 

6. 482 1. 00 0. 00 H 

8. 135 1. 00 0. 00 H 

6. 475 1. 00 0. 00 H 

8. 276 1. 00 0. 00 H 

9. 844 1. 00 0. 00 H 
8. 777 1. 00 0. 00 H 
8. 686 1. 00 0. 00 H 

5. 846 1. 00 0. 00 H 

6. 943 1. 00 0. 00 H 
6. 267 1. 00 0. 00 H 
4. 829 1. 00 0. 00 N 

3. 872 1. 00 0. 00 C 

4. 201 1. 00 0. 00 C 
4. 224 1. 00 0. 00 0 
3.859 1.00 0.00 C 

3. 706 1. 00 0. 00 C 
2. 314 1. 00 0. 00 C 
2.326 1.00 0.00 C 
2. 614 1. 00 0. 00 N 

4. 510 1. 00 0. 00 H 

2. 892 1. 00 0. 00 H 
4. 787 1. 00 0. 00 H 

3. 038 1. 00 0. 00 H 
4.431 1. 00 0.00 H 
3. 886 1. 00 0. 00 H 
1.668 1.00 0. 00 H 
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1096 2HD LYS A 77160.421 -6.849 1.936 1.00 0. 00 H 

1097 1HE LYS A 77162.708 -6.535 1.361 1.00 0. 00 H 

1098 2HE LYS A 77162.552 -6.209 3.086 1.00 0. 00 H 

1099 1HZ LYS A 77163.525 -8.270 3.616 1.00 0. 00 H 

1100 2HZ LYS A 77164.502 -7.610 2.403 1.00 0. 00 H 

1101 3HZ LYS A 77163.404 -8.841 2.028 1.00 0. 00 H 

1102 N LYS A 78156.558 -5.373 4.456 1.00 0. 00 N 

1103 CA LYS A 78155.142 -5.261 4.785 1.00 0. 00 C 

1104 C LYS A 78154.602 -3.885 4.407 1.00 0. 00 C 

1105 0 LYS A 78153.781 -3.312 5.123 1.00 0.00 0 

1106 CB LYS A 78154.921 -5.517 6.278 1.00 0. 00 C 

1107 CG LYS A 78155.477 -6.850 6.755 1.00 0. 00 C 

1108 CD LYS A 78155.149 -7.097 8.218 1.00 0. 00 C 

1109 CE LYS A 78153.954 -8.023 8.373 1.00 0. 00 C 

1110 NZ LYS A 78153.139 -7.684 9.573 1.00 0. 00 N 

1111 H LYS A 78157.106 -4.561 4.423 1.00 0. 00 H 

1112 HA LYS A 78154.610 -6.012 4.219 1.00 0. 00 H 

1113 1HB LYS A 78155.400 -4.729 6.840 1.00 0. 00 H 

1114 2HB LYS A 78153.861 -5.500 6.482 1.00 0. 00 H 

1115 1HG LYS A 78155.046 -7.641 6-161 1.00 0. 00 H 

1116 2HG LYS A 78156.550 -6.845 6.631 1.00 0. 00 H 

1117 1HD LYS A 78156.005 -7.550 8.697 1.00 0. 00 H 

1118 2HD LYS A 78154.926 -6.152 8.692 1.00 0. 00 H 

1119 1HE LYS A 78153.332 -7.938 7.493 1.00 0. 00 H 

1120 2HE LYS A 78154.309 -9.038 8.464 1.00 0. 00 H 

1121 1HZ LYS A 78152.325 -8.326 9.645 1.00 0. 00 H 

1122 2HZ LYS A 78152.792 -6.707 9.505 1.00 0. 00 H 

1123 3HZ LYS A 78153.716 -7.775 10.433 1.00 0. 00 H 

1124 N ALA A 79155.068 -3.363 3.278 1.00 0. 00 N 
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ATOM 


5 


ATOM 




ATOM 
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10 


ATOM 
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15 


ATOM 




ATOM 




ATOM 
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20 
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ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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ATOM 1125 CA ALA A 79154.633 -2.055 2.805 1.00 0. 00 C 

ATOM 1126 C ALA A 79154.555 -2.020 1.282 1.00 0. 00 C 

ATOM 1127 0 ALA A 79155.578 -1.989 0.599 1.00 0.00 0 

ATOM 1128 CB ALA A 79155.571 -0.971 3.312 1.00 0. 00 C 

5 ATOM 1129 H ALA A 79155.721 -3.869 2.751 1.00 0. 00 H 

ATOM 1130 HA ALA A 79153.648 -1.864 3.209 1.00 0. 00 H 

ATOM 1131 1HB ALA A 79156.010 -1.283 4.248 1.00 0. 00 H 

ATOM 1132 2HB ALA A 79155.017 -0.056 3.462 1.00 0. 00 H 

ATOM 1133 3HB ALA A 79156.353 -0^ 802 2.586 1.00 0. 00 H 

10 ATOM 1134 N LEU A 80153.334 -2.025 0.757 1.00 0. 00 N 

ATOM 1135 CA LEU A 80153.122 -1.994 -0.685 1.00 0. 00 C 

ATOM 1136 C LEU A 80152.248 -0.809 -1.081 1.00 0. 00 C 

ATOM 1137 0 LEU A 80151.047 -0.791 -0.810 1.00 0.00 0 

ATOM 1138 CB LEU A 80152.476 -3.299 -1.154 1.00 0. 00 C 

15 ATOM 1139 CG LEU A 80152.145 -3.358 -2.647 1.00 0. 00 C 

ATOM 1140 CD 1 LEU A 80153.393 -3.669 -3.458 1.00 0. 00 C 

ATOM 1141 CD2 LEU A 80151.062 -4.394 -2.911 1.00 0. 00 C 

ATOM 1142 H . LEU A 80152.557 -2.050 1.353 1.00 0. 00 H 

ATOM 1143 HA LEU A 80154.086 -1.889 -1.160 1.00 0. 00 H 

20 ATOM 1144 1HB LEU A 80153.147 -4.113 -0.923 1.00 0. 00 H 

ATOM 1145 2HB LEU A 80151.559 -3.442 -0.600 1.00 0. 00 H 

ATOM 1146 HG LEU A 80151.772 -2.395 -2.964 1.00 0. 00 H 

ATOM 1147 1HD1 LEU A 80153.335 -3.169 -4.413 1.00 0. 00 H 

ATOM 1148 2HD1 LEU A 80153.464 -4.735 -3.614 1.00 0. 00 H 

25 ATOM 1149 3HD1 LEU A 80154.265 -3.325 -2.923 1.00 0. 00 H 

ATOM 1150 1HD2 LEU A 80150.263 -4.270 -2.196 1.00 0. 00 H 

ATOM 1151 2HD2 LEU A 80151.481 -5.385 -2.814 1.00 0. 00 H 

ATOM 1152 3HD2 LEU A 80150.675 -4.263 -3.911 1.00 0. 00 H 

ATOM 1153 N PHE A 81152.858 0.182 -1.724 1.00 0. 00 N 
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ATOM 1154 CA PHE A 81152.135 1.371 -2.158 1.00 0. 00 C 

ATOM 1155 C PHE A 81151.374 1.103 -3.452 1.00 0. 00 C 

ATOM 1156 0 PHE A 81151.879 0.436 -4.355 1.00 0.00 0 

ATOM 1157 CB PHE A 81153.104 2.538 -2.355 1.00 0. 00 C 

5 ATOM 1158 CG PHE A 81153.883 2.888 -1.119 1.00 0. 00 C 

ATOM 1159 CD 1 PHE A 81153.494 3.947 -0.316 1.00 0. 00 C 

ATOM 1160 CD2 PHE A 81155.005 2.157 -0.761 1.00 0. 00 C 

ATOM 1161 CE1 PHE A 81154.209 4.271 0.822 1.00 0. 00 C 

ATOM 1162 CE2 PHE A 81155.724 2.476 0.375 1.00 0. 00 C 



10 


ATOM 


1163 


CZ 


PHE A 


81155. 325 


3. 534 


1. 167 


1. 00 


0. 00 c 




ATOM 


1164 


H 


PHE A 


81153. 817 


0. 110 


-1. 911 


1. 00 


0. 00 H 




ATOM 


1165 


HA 


PHE A 


81151. 428 


1. 630 


-1. 385 


1. 00 


0. 00 H 




ATOM 
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1HB 
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2. 283 


-3. 131 


1. 00 


0. 00 H 




ATOM 


1167 


2HB 


PHE A 


81152. 546 


3. 414 


-2. 656 


1. 00 


0. 00 H 


15 


ATOM 


1168 


HD1 


PHE A 


81152. 621 


4. 524 


-0. 585 


1. 00 


s\ r\ f\ tt 

0. 00 H 




ATOM 


1169 


HD2 PHE A 


81155. 317 


1. 329 


-1. 381 


1. 00 


0. 00 H 




ATOM . 


1170 


HE1 


PHE A 


81153. 895 


5. 100 


1. 440 


1. 00 


0. 00 H 




ATOM 


1171 


HE2 PHE A 


81156. 596 


1. 898 


0. 643 


1. 00 


0. 00 H 




ATOM 


1172 


HZ 


PHE A 


81155. 884 


3.785 


2. 056 


1. 00 


0. 00 H 


20 


ATOM 


1173 


N 


VAL A 


82150. 155 


1. 628 


-3. 535 


1. 00 


0. 00 N 




ATOM 


1174 


CA 


VAL A 


82149. 324 


1.445 


-4. 718 


1. 00 


0.00 c 




ATOM 


1175 


C 


VAL A 


82148. 369 


2. 618 


-4. 907 


1. 00 


0. 00 C 




ATOM 


1176 


0 


VAL A 


82148. 190 


3.437 


-4. 005 


1. 00 


0. 00 0 




ATOM 
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82148. 507 


0. 142 


-4. 635 
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0.00 c 


25 
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82149. 423 
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-4. 717 


1. 00 


0. 00 c 
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0. 00 c 
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ATOM 


1181 


HA 


VAL A 


82149. 976 


1.382 


-5. 577 


1. 00 


0.00 H 




ATOM 


1182 


HB 


VAL A 


82147. 830 


0. Ill 


-5. 477 


1. 00 


0.00 H 



WO 2004/016781 




PCT/JP2003/010288 



ATOM 1183 1HG1 VAL A 82150.197 -0.886 -5.447 1.00 0. 00 H 

ATOM 1184 2HG1 VAL A 82148.848 -1.936 -5. 010 , I. 00 0. 00 H 

ATOM 1185 3HG1 VAL A 82149.873 -1.247 -3.751 1.00 0. 00 H 

ATOM 1186 1HG2 VAL A 82147.413 1.118 -3.078 1.00 0. 00 H 

5 ATOM 1187 2HG2VALA 82148.261 -0.341 -2.566 1.00 0. 00 H 

ATOM 1188 3HG2 VAL A 82146.784 -0.468 -3.523 1.00 0. 00 H 

ATOM 1189 N LYS A 83147.757 2.694 -6.084 1.00 0. 00 N 

ATOM 1190 CA LYS A 83146.820 3.768 -6.391 1.00 0. 00 C 

ATOM 1191 C LYS A 83145.576 3.672 -5.515 1.00 0. 00 C 

10 ATOM 1192 0 LYS A 83144.875 2.659 -5.521 1.00 0.00 0 

ATOM 1193 CB LYS A 83146.424 3.721 -7.868 1.00 0. 00 C 

ATOM 1194 CG LYS A 83147.590 3.945 -8.818 1.00 0. 00 C 

ATOM 1195 CD LYS A 83147.222 3.577 -10.246 1.00 0. 00 C 

ATOM 1196 CE LYS A 83147.832 4.546 -11.246 1.00 0. 00 C 

15 ATOM 1197 NZ LYS A 83148.273 3.859 -12.490 1.00 0. 00 N 

ATOM 1198 H LYS A 83147.941 2.011 -6.763 1.00 0. 00 H 

ATOM 1199 HA LYS A 83147.313 4.707 -6.190 1.00 0. 00 H 

ATOM 1200 1HB LYS A 83145. 993 2. 754 -8. 081 1. 00 0. 00 H 

ATOM 1201 2HB LYS A 83145.684 4.484 -8.054 1.00 0. 00 H 

20 ATOM 1202 1HG LYS A 83147.871 4.986 -8.786 1. 00 • 0. 00 H 

ATOM 1203 2HG LYS A 83148.421 3.334 -8.500 1.00 0. 00 H 

ATOM 1204 1HD LYS A 83147.587 2.583 -10.456 1.00 0. 00 H 

ATOM 1205 2HD LYS A 83146.147 3.598 -10.349 1.00 0. 00 H 

ATOM 1206 1HE LYS A 83147.095 5.293 -11.500 1.00 0. 00 H 
25 ATOM 1207 2HE LYS A 83148.686 5.025 -10.788 1.00 0. 00 H 
ATOM 1208 1HZ LYS A 83149.279 3.605 -12.422 1.00 0. 00 H 
ATOM 1209 2HZ LYS A 83148.139 4.483 -13.310 1.00 0. 00 H 
ATOM 1210 3HZ LYS A 83147.717 2.991 -12.635 1.00 0. 00 H 
ATOM 1211 N LEU A 84145.307 4.735 -4.765 1.00 0. 00 N 
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ATOM 1212 CA LEU A 84144.147 4.776 -3.883 1. 00 0. 00 C 

ATOM 1213 C LEU A 84142.855 4.587 -4.673 1.00 0. 00 C 

ATOM 1214 0 LEU A 84141.893 4.002 -4.176 1.00 0.00 0 

ATOM 1215 CB LEU A 84144.108 6.105 -3.127 1.00 0. 00 C 

5 ATOM 1216 CG LEU A 84142.878 6.316 -2.242 1.00 0. 00 C 

ATOM 1217 CD 1 LEU A 84143.016 5.538 -0.942 1.00 0. 00 C 

ATOM 1218 CD2 LEU A 84142.672 7.795 -1.961 1.00 0. 00 C 

ATOM 1219 H LEU A 84145.903 5.510 -4.806 1.00 0. 00 H 

ATOM 1220 HA LEU A 84144.242 3.970 -3.172 1.00 0. 00 H 

10 ATOM 1221 1HB LEU A 84144.989 6.165 -2.504 1.00 0. 00 H 

ATOM 1222 2HB LEU A 84144. 145 6. 906 -3. 849 1. 00 0. 00 H 

ATOM 1223 HG LEU A 84142.004 5.947 -2.760 1.00 0. 00 H 

ATOM 1224 1HD1 LEU A 84142.131 5.683 -0.340 1.00 0. 00 H 

ATOM 1225 2HD1 LEU A 84143. 882 5. 890 -0. 401 1. 00 0. 00 H 

15 ATOM 1226 3HD1 LEU A 84143. 134 4. 486 -1. 162 1. 00 0. 00 H 

ATOM 1227 1HD2 LEU A 84141. 827 7. 923 -1. 300 1. 00 0. 00 H 

ATOM 1228 2HD2 LEU A 84142.485 8.316 -2.887 1.00 0. 00 H 

ATOM 1229 3HD2 LEU A 84143.558 8.200 -1.493 1.00 0. 00 H 
ATOM 1230 N LYS A 85142.843 5.085 -5.904 1.00 0. 00 N 
20 ATOM 1231 CA LYS A 85141.670 4.971 -6.764 1.00 0. 00 C 
ATOM 1232 C LYS A 85141.371 3.510 -7.086 1.00 0. 00 C 
ATOM 1233 0 LYS A 85140.226 3.147 -7.355 1.00 0.00 0 
ATOM 1234 CB LYS A 85141.882 5.757 -8.059 1.00 0. 00 C 
ATOM 1235 CG LYS A 85143.234 5.509 -8.708 1.00 0. 00 C 
25 ATOM 1236 CD LYS A 85144.209 6.639 -8.416 1.00 0. 00 C 
ATOM 1237 CE LYS A 85145.050 6.980 -9.635 1.00 0. 00 C 
ATOM 1238 NZ LYS A 85145.823 8.237 -9.443 1.00 0. 00 N 
ATOM 1239 H LYS A 85143.642 5.540 -6.244 1.00 0. 00 H 
ATOM 1240 HA LYS A 85140.829 5.389 -6.232 1.00 0. 00 H 
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ATOM 1241 1HB LYS A 85141.112 5.481 -8.764 1.00 0. 00 H 

ATOM 1242 2HB LYS A 85141.798 6.812 -7.842 1.00 0. 00 H 

ATOM 1243 1HG LYS A 85143.642 4.587 -8.325 1.00 0. 00 H 

ATOM 1244 2HG LYS A 85143.099 5.429 -9.776 1.00 0. 00 H 

5 ATOM 1245 1HD LYS A 85143.653 7.515 -8.119 1.00 0. 00 H 

ATOM 1246 2HD LYS A 85144.863 6.336 -7.611 1.00 0. 00 H 

ATOM 1247 1HE LYS A 85145.739 6.169 -9.820 1.00 0. 00 H 

ATOM 1248 2HE LYS A 85144.396 7.096 -10.487 1.00 0. 00 H 

ATOM 1249 1HZ LYS A 85145.341 8.853 -8.758 1.00 0. 00 H 

10 ATOM 1250 2HZ LYS A 85145.911 8.745 -10.346 1.00 0. 00 H 

ATOM 1251 3HZ LYS A 85146.777 8.020 -9.087 1.00 0. 00 H 

ATOM 1252 N SERA 86142.405 2.675 -7.058 1.00 0.00 N 

ATOM 1253 CA SERA 86142.248 1.255 -7.348 1.00 0. 00 C 

ATOM 1254 C SERA 86142.150 0.442 -6.061 1.00 0. 00 C 

15 ATOM 1255 0 SERA 86142.547 -0.722 -6.017 1.00 0.00 0 

ATOM 1256 CB SERA 86143.421 0.752 -8.193 1.00 0. 00 C 

ATOM 1257 OG SERA 86143.705 1.648 -9.254 1.00 0.00 0 

ATOM 1258 H SERA 86143.295 3.023 -6.838 1.00 0. 00 H 

ATOM 1259 HA SERA 86141.334 1.130 -7.908 1.00 0. 00 H 

20 ATOM 1260 1HB SERA 86144.298 0.663 -7.569 1.00 0. 00 H 

ATOM 1261 2HB SERA 86143.176 -0.214 -8.608 1.00 0. 00 H 

ATOM 1262 HG SERA 86144.344 1.247 -9.848 1.00 0. 00 H 

ATOM 1263 N CYS A 87141.618 1.064 -5.012 1.00 0. 00 N 

ATOM 1264 CA CYS A 87141.467 0.398 -3.724 1.00 0. 00 C 

25 ATOM 1265 C CYS A 87139.994 0.260 -3.353 1.00 0. 00 C 

ATOM 1266 0 CYS A 87139.165 1.081 -3.747 1.00 0.00 0 

ATOM 1267 CB CYS A 87142.207 1.175 -2.634 1.00 0. 00 C 

ATOM 1268 SG CYS A 87143.989 0.867 -2.590 1.00 0. 00 S 

ATOM 1269 H CYS A 87141.319 1.992 -5.108 1.00 0. 00 H 
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ATOM 1270 HA CYS A 87141.898 -0.588 -3.808 1.00 0. 00 H 

ATOM 1271 1HB CYS A 87142.062 2.233 -2.795 1.00 0. 00 H 

ATOM 1272 2HB CYS A 87141.802 0.904 -1.670 1.00 0. 00 H 

ATOM 1273 HG ,CYS A 87144.418 1.539 -3.125 1.00 0. 00 H 

5 ATOM 1274 N ARG A 88139.674 -0.783 -2.595 1.00 0. 00 N 

ATOM 1275 CA ARG A 88138.300 -1.027 -2.172 1.00 0, 00 C 

ATOM 1276 C ARG A 88138.226 -1.247 -0.662 1.00 0. 00 C 

ATOM 1277 0 ARG A 88139.134 -1.828 -0.067 1.00 0.00 0 

ATOM 1278 CB ARG A 88137.728 -2.243 -2.903 1.00 0. 00 C 

10 ATOM 1279 CG ARG A 88137.135 -1.911 -4.264 1.00 0. 00 C 

ATOM 1280 CD ARG A 88135.620 -1.785 -4.199 1.00 0. 00 C 

ATOM 1281 NE ARG A 88135.175 -0.413 -4.428 1.00 0. 00 N 

ATOM 1282 CZ ARG A 88135.192 0.183 -5.618 1.00 0. 00 C 

ATOM 1283 NH1 ARG A 88135.631 -0.468 -6.688 1.00 0. 00 N 

15 ATOM 1284 NH2 ARG A 88134.768 1.433 -5.740 1. 00 0. 00 N 

ATOM 1285 H ARG A 88140.378 -1.403 -2.312 1.00 0. 00 H 

ATOM 1286 HA ARG A 88137.715 -0.156 -2.427 1.00 0. 00 H 
ATOM 1287 1HB ARG A 88138.517 -2.967 -3.046 1.00 0. 00 H 
ATOM 1288 2HB ARG A 88136.953 -2.684 -2.294 1.00 0. 00 H 
20 ATOM 1289 1HG ARG A 88137.549 -0.974 -4.607 1.00 0. 00 H 
ATOM 1290 2HG ARG A 88137.392 -2.697 -4.958 1.00 0. 00 H 
ATOM 1291 1HD ARG A 88135.186 -2.424 -4.953 1.00 0. 00 H 
ATOM 1292 2HD ARG A 88135.285 -2.103 -3.222 1.00 0. 00 H 
ATOM 1293 HE ARG A 88134.846 0, 092 -3.655 1.00 0. 00 H 
25 ATOM 1294 1HH1 ARG A 88135. 952 -1. 412 -6. 603 1. 00 0. 00 H 
ATOM 1295 2HH1 ARG A 88135.640 -0.016 -7.580 1.00 0. 00 H 
ATOM 1296 1HH2 ARG A 88134.436 1.929 -4.938 1.00 0. 00 H 
ATOM 1297 2HH2 ARG A 88134.780 1.881 -6.634 1.00 0. 00 H 
ATOM 1298 N PROA 89137.138 -0.787 -0.019 1.00 0. 00 N 
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ATOM 1299 CA PROA 89136.954 -0.940 1.428 1.00 0. 00 C 

ATOM 1300 C PROA 89137.091 -2.390 1.877 1.00 0. 00 C 

ATOM 1301 0 PROA 89136.444 -3.284 1.330 1.00 0.00 0 

ATOM 1302 CB PROA 89135.526 -0.441 1.664 1.00 0. 00 C 

5 ATOM 1303 CG PROA 89135.249 0.476 0.523 1.00 0. 00 C 

ATOM 1304 CD PROA 89136.005 -0.084 -0.649 1.00 0. 00 C 

ATOM 1305 HA PROA 89137.650 -0.326 1.981 1.00 0. 00 H 

ATOM 1306 1HB PROA 89134.846 -1.280 1.672 1.00 0. 00 H 

ATOM 1307 2HB PROA 89135.476 0.079 2.609 1.00 0. 00 H 

10 ATOM 1308 1HG PROA 89134.189 0.491 0.314 1.00 0. 00 H 

ATOM 1309 2HG PROA 89135.602 1.469 0.758 1.00 0. 00 H 

ATOM 1310 1HD PROA 89135.384 -0.771 -1.205 1.00 0. 00 H 

ATOM 1311 2HD PROA 89136.354 0.714 -1.288 1.00 0. 00 H 

ATOM 1312 N ASP A 90137.937 -2.618 2.876 1.00 0. 00 N 

15 ATOM 1313 CA ASP A 90138.157 -3.961 3.398 1.00 0. 00 C 

ATOM 1314 C ASP A 90137.366 -4.181 4.683 1.00 0. 00 C 
ATOM 1315 0 ASP A 90137.759 -3.716 5.754 1.00 0.00 0 
ATOM 1316 . CB ASP A 90139.647 -4.192 3.658 1.00 0. 00 C 
ATOM 1317 CG ASP A 90140.036 -5.653 3.537 1.00 0. 00 C 
20 ATOM 1318 0D1 ASP A 90140.335 -6.275 4.578 1.00 0.00 0 
ATOM 1319 0D2 ASP A 90140.041 -6.174 2.403 1. 00 0. 00 0 
ATOM 1320 H ASP A 90138.424 -1.866 3.271 1.00 0. 00 H 
ATOM 1321 HA ASP A 90137.817 -4.667 2.655 1.00 0. 00 H 
ATOM 1322 1HB ASP A 90140. 223 -3. 626 2. 941 1. 00 0. 00 H 
25 ATOM 1323 2HB ASP A 90139. 889 -3. 855 4. 654 1. 00 0. 00 H 
ATOM 1324 N SERA 91136.249 -4.893 4.571 1.00 0. 00 N 
ATOM 1325 CA SERA 91135.403 -5.173 5.725 1.00 0. 00 C 
ATOM 1326 C SERA 91135.694 -6.560 6.292 1.00 0. 00 C 
ATOM 1327 0 SERA 91134.834 -7.177 6.920 1.00 0.00 0 
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ATOM 


1328 


CB 


SER A 


91133.928 • 


-5. 070 




ATOM 


1329 


OG 


SER A 


91133. 139 


-4. 656 




ATOM 


1330 


H 


SER A 


91135.988 


-5. 237 




ATOM 


1331 


HA 


SER A 


91135. 620 


-4. 435 


5 


ATOM 


1332 lHfi 


SER A 


91133. 815 


-4. 351 




ATOM 


1333 2HB 


SER A 


91133. 577 


-6. 036 




ATOM 


1334 


HG 


SER A 


91132. 431 


-5. 288 




ATOM 


1335 


N 


ARG A 


92136. 912 


-7. 045 




ATOM 


1336 


CA 


ARG A 


92137. 312 


-8. 358 


10 


ATOM 


1337 


C 


ARG A 


92137. 327 


-8. 385 




ATOM 


1338 


0 


ARG A 


92137. 097 


-9. 426 




ATOM 


1339 


CB 


ARG A 


92138. 693 


-8. 731 




ATOM 


1340 


CG 


ARG A 


92138. 670 


-9. 221 




ATOM 


1341 


CD 


ARG A 


92137. 825 • 


-10. 475 


15 


ATOM 


1342 


NE 


ARG A 


92136. 492 


-10. 179 




ATOM 


1343 


CZ 


ARG A 


92136. 232 


-9. 956 




ATOM 


1344 


NH1 


ARG A 


92137. 209 


-9. 994 




ATOM 


1345 


NH2 


, ARG A 


92134. 992 


-9. 695 




ATOM 


1346 


H 


ARG A 


92137. 557 


-6. 509 


20 


ATOM 


1347 


HA 


ARG A 


92136. 589 


-9. 078 




ATOM 


1348 


1HB 


ARG A 


92139. 334 


-7. 863 




ATOM 


1349 2HB 


ARG A 


92139. 110 


-9. 513 




ATOM 


1350 


1HG 


ARG A 


92138. 257 


-8. 444 




ATOM 


1351 


2HG 


ARG A 


92139. 681 


-9. 438 


25 


ATOM 


1352 


1HD 


ARG A 


92138. 324 


-11. 152 




ATOM 


1353 


2HD 


ARG A 


92137. 726 


-10. 944 




ATOM 


1354 


HE 


ARG A 


92135. 752 


-10. 145 




ATOM 


1355 


1HH1 ARG A 


92138. 147 


-10. 191 




ATOM 


1356 


2HH1 ARG A 


92137. 007 


-9. 826 
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5. 339 1. 00 0. 00 C 

6. 440 1. 00 0. 00 0 

3. 691 1. 00 0. 00 H 
6. 482 1. 00 0. 00 H 

4. 541 1. 00 0. 00 H 

5. 005 1. 00 0. 00 H 

6. 584 1. 00 0. 00 H 
6. 069 1. 00 0. 00 N 
6. 561 1. 00 0. 00 C 
8. 086 1. 00 0. 00 C 
8. 702 1. 00 0. 00 0 
6. 019 1. 00 0.00 C 
4. 580 1. 00 0. 00 C 

4. 432 1. 00 0. 00 C 
3. 911 1. 00 0. 00 N 
2. 624 1. 00 0. 00 C 

1. 726 1. 00 0. 00 N 

2. 235 1. 00 0. 00 N 

5. 564 1. 00 0. 00 H 

6. 208 1. 00 0. 00 H 
6. 072 1. 00 0. 00 H 
6. 636 1. 00 0. 00 H 

3. 953 1. 00 0. 00 H 

4. 269 1. 00 0. 00 H 

3. 755 1. 00 0. 00 H 

5. 400 1. 00 0. 00 H 

4. 552 1. 00 0. 00 H 
2. 013 1. 00 0. 00 H 
0.761 1.00 0. 00 H 
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ATOM 1357 1HH2 ARG A 92134.252 -9.666 2.907 1.00 0. 00 H 

ATOM 1358 2HH2 ARG A 92134.796 -9.528 1.268 1.00 0. 00 H 

ATOM 1359 N PHE A 93137.598 -7.232 8.690 1.00 0. 00 N 

ATOM 1360 CA PHE A 93137.643 -7.121 10.144 1.00 0. 00 C 

5 ATOM 1361 C PHE A 93136.506 -6.246 10.661 1.00 0. 00 C 

ATOM 1362 0 PHE A 93136.622 -5.622 11.715 1.00 0.00 0 

ATOM 1363 CB PHE A 93138.988 -6.547 10.591 1.00 0. 00 C 

ATOM 1364 CG PHE A 93140.161 -7.413 10.229 1.00 0. 00 C 

ATOM 1365 CD 1 PHE A 93140.944 -7.988 11.217 1.00 0. 00 C 

10 ATOM 1366 CD 2 PHE A 93140.480 -7.652 8.903 1.00 0. 00 C 

ATOM 1367 CE1 PHE A 93142.023 -8.787 10.889 1.00 0. 00 C 

ATOM 1368 CE2 PHE A 93141.558 -8.449 8.567 1.00 0. 00 C 

ATOM 1369 CZ PHE A 93142.331 -9.016 9.562 1.00 0. 00 C 

ATOM 1370 H PHE A 93137.773 -6.436 8.146 1.00 0. 00 H 

15 ATOM 1371 HA PHE A 93137.532 -8.114 10.555 1.00 0. 00 H 

ATOM 1372 1HB PHE A 93139.132 -5.582 10.125 1.00 0. 00 H 

ATOM 1373 2HB PHE A 93138.981 -6.425 11.664 1.00 0. 00 H 

ATOM 1374 HD1 PHE A 93140.704 -7.809 12.255 1.00 0. 00 H 

ATOM 1375 HD2 PHE A 93139.877 -7.208 8.124 1.00 0. 00 H 

20 ATOM 1376 HE 1 PHE A 93142.625 -9.228 11.668 1.00 0. 00 H 

ATOM 1377 HE2 PHE A 93141.797 -8.627 7.529 1.00 0. 00 H 

ATOM 1378 HZ PHE A 93143.175 -9.640 9.302 1-00 0. 00 H 

ATOM 1379 N ALA A 94135.407 -6.203 9.912 1.00 0. 00 N 

ATOM 1380 CA ALA A 94134.252 -5.403 10.300 1.00 0. 00 C 

25 ATOM 1381 C ALA A 94133.515 -6.036 11.474 1.00 0. 00 C 

ATOM 1382 0 ALA A 94133.186 -7.221 11.448 1.00 0.00 0 

ATOM 1383 CB ALA A 94133.311 -5.227 9.116 1.00 0. 00 C 

ATOM 1384 H ALA A 94135.373 -6.721 9.081 1.00 0. 00 H 

ATOM 1385 HA ALA A 94134.607 -4.426 10.594 1.00 0. 00 H 
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ATOM 1386 1HB ALA A 94133.533 -4.295 8.616 1.00 0. 00 H 

ATOM 1387 2HB ALA A 94132.291 -5.213 9.466 1.00 0. 00 H 

ATOM 1388 3HB ALA A 94133.444 -6.047 8.426 1.00 0. 00 H 

ATOM 1389 N SERA 95133.257 -5.236 12.504 1.00 0. 00 N 

5 ATOM 1390 CA SERA 95132.557 -5.717 13.689 1.00 0. 00 C 

ATOM 1391 C SERA 95131.078 -5.939 13.396 1.00 0. 00 C 

ATOM 1392 0 SERA 95130.347 -4.997 13.093 1.00 0.00 0 

ATOM 1393 CB SERA 95132.718 -4.723 14.840 1.00 0. 00 C 

ATOM 1394 OG SERA 95134.071 -4.626 15.247 1.00 0.00 0 

10 ATOM 1395 H SERA 95133.544 -4.299 12.466 1.00 0. 00 H 

ATOM 1396 HA SERA 95133.001 -6.659 13.975 1.00 0. 00 H 

ATOM 1397 1HB SERA 95132.379 -3.748 14.522 1.00 0. 00 H 

ATOM 1398 2HB SERA 95132.124 -5.052 15.682 1.00 0. 00 H 



ATOM 


1399 


HG 


SER A 


95134. Ill 


-4. 383 


16. 175 


1. 00 


0.00 H 


ATOM 


1400 


N 


LEU A 


96130. 643 


-7. 192 


13. 488 


1. 00 


0. 00 N 


ATOM 


1401 


CA 


LEU A 


96129. 250 


-7. 537 


13. 233 


1. 00 


0.00 C 


ATOM 


1402 


C 


LEU A 


96128. 828 


-8. 744 


14.064 


1. 00 


0.00 c 


ATOM 


1403 


0 


LEU A 


96128. 824 


-9. 876 


13.579 


1. 00 


0. 00 0 


ATOM 


1404 


CB 


LEU A 


96129. 039 


-7. 830 


11. 746 


1. 00 


0.00 c 


ATOM 


1405 


CG 


LEU A 


96128. 713 


-6. 609 


10. 885 


1. 00 


0. 00 c 


ATOM 


1406 


CD1 


LEU A 


96129. 040 


-6. 881 


9. 425 


1. 00 


0. 00 c 


ATOM 


1407 


CD2 LEU A 


96127. 249 


-6. 224 


11. 042 


1. 00 


0. 00 c 


ATOM 


1408 


H 


LEU A 


96131. 274 


-7. 900 


13. 734 


1. 00 


0.00 H 


ATOM 


1409 


HA 


LEU A 


96128. 642 


-6. 691 


13. 513 


1. 00 


0.00 H 


ATOM 


1410 


1HB 


LEU A 


96129. 940 


-8. 286 


11. 359 


1. 00 


0.00 H 


ATOM 


1411 


2HB 


LEU A 


96128. 229 


-8. 537 


11. 650 


1. 00 


0. 00 H 


ATOM 


1412 


HG 


LEU A 


96129. 316 


-5. 774 


11. 212 


1. 00 


0.00 H 


ATOM 


• 1413 


1HD1 


LEU A 


96129. 355 


-5. 964 


8. 950 


1. 00 


0. 00 H 


ATOM 


1414 


2HD1 


LEU A 


96128. 163 


-7. 263 


8.924 


1. 00 


0.00 H 
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1415 3HD1 LEU A 96129.835 -7.609 9.364 1.00 0. 00 H 

1416 1HD2 LEU A 96126.884 -5.810 10.114 1.00 0. 00 H 

1417 2HD2 LEU A 96127.153 -5.488 11.828 1.00 0. 00 H 

1418 3HD2 LEU A 96126.672 -7.100 11.298 1.00 0. 00 H 

1419 N GLN A 97128.471 -8.495 15.320 1.00 0. 00 N 

1420 CA GLN A 97128.046 -9.560 16.220 1.00 0. 00 C 

1421 C GLN A 97126.659 -9.272 16.790 1.00 0. 00 C 

1422 0 GLN A 97126.264 -8.114 16.928 1.00 0.00 0 

1423 CB GLN A 97129.053 -9.725 17.361 1.00 0. 00 C 

1424 CG GLN A 97130.174 -10.704 17.045 1.00 0. 00 C 

1425 CD GLN A 97130.874 -11.208 18.292 1.00 0. 00 C 

1426 0E1 GLN A 97130.231 -11.632 19.251 1.00 0.00 0 

1427 NE2 GLN A 97132.201 -11.162 18.283 1.00 0. 00 N 

1428 H GLN A 97128.494 -7.572 15. 649 1.00 0. 00 H 

1429 HA GLN A 97128.005 -10.478 15.653 1.00 0. 00 H 

1430 1HB GLN A 97129.495 -8.764 17.578 1.00 0. 00 H 

1431 2HB GLN A 97128.533 -10.079 18.238 1.00 0. 00 H 

1432 1HG GLN A 97129.758 -11.550 16.518 1.00 0. 00 H 

1433 2HG GLN A 97130.899 -10.209 16.417 1.00 0. 00 H 

1434 1HE2 GLN A 97132.647 -10.812 17.485 1.00 0. 00 H 

1435 2HE2 GLN A 97132.681 -11.482 19.076 1.00 0. 00 H 

1436 N PROA 98125.898 -10.327 17.129 1.00 0. 00 N 

1437 CA PROA 98124.549 -10.181 17.686 1.00 0. 00 C 

1438 C PROA 98124.566 -9.615 19.102 1.00 0. 00 C 

1439 0 PROA 98125.628 -9.439 19.699 1.00 0.00 0 

1440 CB PROA 98124.009 -11.613 17.690 1.00 0. 00 C 

1441 CG PRO A 98125.221 -12.475 17.756 1.00 0. 00 C 

1442 CD PROA 98126.294 -11.743 16.998 1.00 0. 00 C 

1443 HA PROA 98123.928 -9.560 17.059 1.00 0. 00 H 
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ATOM 1444 1HB PRO A 98123.372 -11.758 18.549 1.00 0. 00 H 

ATOM 1445 2HB PROA 98123.448 -11.791 16.784 1.00 0. 00 H 

ATOM 1446 1HG PRO A 98125.517 -12.613 18.785 1.00 0. 00 H 

ATOM 1447 2HG PROA 98125.019 -13.429 17.291 1.00 0. 00 H 

5 ATOM 1448 1HD PROA 98127.259 -11.917 17.448 1.00 0. 00 H 

ATOM 1449 2HD PRO A 98126. 297 -12. 046 15. 962 1. 00 0. 00 H 

ATOM 1450 N SERA 99123.382 -9.331 19.634 1.00 0. 00 N 

ATOM 1451 CA SERA 99123.259 -8.784 20.981 1.00 0. 00 C 

ATOM 1452 C SERA 99122.426 -9.703 21.868 1.00 0. 00 C 

10 ATOM 1453 0 SERA 99121.262 -9.977 21.575 1.00 0.00 0 

ATOM 1454 CB SERA 99122.626 -7.392 20.932 1.00 0. 00 C 

ATOM 1455 OG SER A 99123. 485 -6. 463 20. 292 1. 00 0. 00 0 

ATOM 1456 H SER A 99122. 570 -9. 493 19. 109 1. 00 0. 00 H 

ATOM 1457 HA SER A 99124. 252 -8. 704 21. 398 1. 00 0. 00 H 

15 ATOM 1458 1HB SERA 99121.697 -7.440 20.385 1.00 0. 00 H 

ATOM 1459 2HB SERA 99122.434 -7. 051 21. 939 1.00 0. 00 H 

ATOM 1460 HG SERA 99123.508 -5.648 20.798 1.00 0. 00 H 

ATOM 1461 N GLY A 100123. 030 -10. 177 22.953 1.00 0. 00 N 

ATOM 1462 CA GLY A 100122. 328 -11. 060 23.866 1.00 0. 00 C 

20 ATOM 1463 C GLY A 100123. 264 -11. 750 24.840 1.00 0. 00 C 

ATOM 1464 0 GLY A 100124. 480 -11. 744 24.645 1.00 0.00 0 

ATOM 1465 H GLY A 100123. 958 -9.925 23.135 1.00 0. 00 H 

ATOM 1466 1HA GLY A 100121. 606 -10. 483 24.424 1.00 0. 00 H 

ATOM 1467 2HA GLY A 100121. 806 -11. 811 23.292 1.00 0. 00 H 

25 ATOM 1468 N PRO A 101 122. 723 -12. 361 25.909 1.00 0. 00 N 

ATOM 1469 CA PRO A 101123. 532 -13. 058 26.914 1.00 0. 00 C 

ATOM 1470 C PRO A 101124. 481 -14. 075 26.289 1.00 0. 00 C 

ATOM 1471 0 PRO A 101124. 058 -15. 142 25.844 1.00 0.00 0 

ATOM 1472 CB PRO A 101122. 490 -13. 764 27.784 1.00 0. 00 C 
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ATOM 1473 CG PRO A 101121. 251 -12. 951 27.626 1.00 0. 00 C 

ATOM 1474 CD PRO A 101121. 283 -12. 419 26.220 1.00 0. 00 C 

ATOM 1475 HA PRO A 101124. 098 -12. 363 27.517 1.00 0. 00 H 

ATOM 1476 1HB PRO A 101122. 347 -14. 775 27. 430 1.00 0. 00 H 

5 ATOM 1477 2HB PRO A 101122. 824 -13. 779 28.810 1.00 0. 00 H 

ATOM 1478 1HG PRO A 101120. 382 -13. 575 27.772 1.00 0. 00 H 

ATOM 1479 2HG PRO A 101121. 254 -12. 137 28. 336 1. 00 0. 00 H 

ATOM 1480 1HD PRO A 101120. 770 -13. 092 25.550 1.00 0. 00 H 

ATOM 1481 2HD PRO A 101120. 841 -11. 434 26.180 1.00 0. 00 H 

10 ATOM 1482 N SER A 102125. 766 -13. 737 26. 259 1. 00 0. 00 N 

ATOM 1483 CA SER A 102126. 776 -14. 621 25.688 1.00 0. 00 C 

ATOM 1484 C SER A 102128. 162 -14. 283 26.226 1.00 0. 00 C 

ATOM 1485 0 SER A 102128. 405 -13. 168 26. 686 1. 00 0. 00 0 

ATOM 1486 CB SER A 102126. 769 -14. 520 24.162 1.00 0. 00 C 

15 ATOM 1487 OG SER A 102127. 881 -15. 196 23.599 1.00 0.00 0 

ATOM 1488 H SER A 102126. 042 -12. 874 26. 629 1. 00 0. 00 H 

ATOM 1489 HA SER A 102126. 528 -15. 633 25.973 1.00 0. 00 H 

ATOM 1490 1HB SER A 102125. 863 -14. 962 23.776 1.00 0. 00 H 

ATOM 1491 2HB SER A 102126. 812 -13. 480 23.873 1.00 0. 00 H 

20 ATOM 1492 HG SER A 102128. 175 -14. 731 22.813 1.00 0. 00 H 

ATOM 1493 N SER A 103129. 067 -15. 254 26.164 1.00 0. 00 N 

ATOM 1494 CA SER A 103130. 431 -15. 060 26.645 1.00 0. 00 C 

ATOM 1495 C SER A 103131. 329 -16. 216 26.219 1.00 0. 00 C 

ATOM 1496 0 SER A 103131. 152 -17. 349 26.666 1.00 0.00 0 

25 ATOM 1497 CB SER A 103130. 442 -14. 924 28.169 1.00 0.-00 C 

ATOM 1498 OG SER A 103130. 264 -16. 183 28.794 1.00 0.00 0 

ATOM 1499 H SER A 103128. 814 -16. 122 25.786 1.00 0. 00 H 

ATOM 1500 HA SER A 103130. 808 -14. 146 26.209 1.00 0. 00 H 

ATOM 1501 1HB SER A 103131. 388 -14. 510 28.485 1.00 0. 00 H 
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ATOM 1 N GLY 

ATOM 2 CA GLY 

ATOM 3 C GLY 

ATOM 4 0 GLY 

ATOM 5 1H GLY 

ATOM 6 2H GLY 

ATOM 7 3H GLY 

ATOM 8 1HA GLY 

ATOM 9 2HA GLY 

AT0M10 N SER 

ATOM 11 CA SER 

ATOM 12 C SER 

ATOM 13 0 SER 

AT0M14 CB SER 

AT0M15 0G SER 
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2130. 645 
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1. 010 -10. 316 
-0. 374 -10. 731 
-1.429 -9.927 
-2. 528 -10. 420 
1. 078 -10. 148 
1. 263 -9. 441 
1. 686 -11. 061 
-0. 512 -10. 600 
-0.499 -11. 776 
-1. 096 -8. 686 
-2. 024 -7. 813 
-2. 562 -6. 726 
-3. 761 -6. 667 
-1. 334 -7. 176 
-0. 785 -8. 163 



1. 00 0. 00 N 

1.00 0.00 C 

1. 00 0. 00 C 

1. 00 0. 00 0 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 N 

1. 00 0. 00 C 

1. 00 0. 00 c 

1. 00 0. 00 0 

1. 00 0. 00 c 

1. 00 0. 00 0 
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AT0M16 H SERA 2128.496 -0.205 -8.351 1.00 0. 00 H 

AT0M17 HA SERA 2129.783 -2.849 -8.417 1.00 0. 00 H 

ATOM 18 1HB SERA 2130.304 -0.538 -6.531 1.00 0. 00 H 

ATOM 19 2HB SERA 2131.203 -2.054 -6.594 1.00 0. 00 H 

5 AT0M20 HG SERA 2132.295 -0.445 -7.746 1.00 0. 00 H 

AT0M21 N SERA 3128.033 -1.668 -5.868 1.00 0. 00 N 

AT0M22 CA SER A 3127. 138 -2. 053 -4. 782 1. 00 0. 00 C 

AT0M23 C SERA 3125.816 -1.298 -4.873 1.00 0. 00 C 

AT0M24 0 SERA 3125.217 -0.951 -3.856 1.00 0.00 0 

10 AT0M25 CB SERA 3127.799 -1.786 -3.429 1.00 0. 00 C 

ATOM26 OG SERA 3128.587 -0.609 -3.469 1.00 0.00 0 

ATOM27 H SERA 3128.287 -0.726 -5.966 1.00 0. 00 H 

AT0M28 HA SERA 3126.942 -3.111 -4.873 1.00 0. 00 H 

AT0M29 1HB SERA 3127.036 -1.666 -2.674 1. 00 0. 00 H 

15 AT0M30 2HB SERA 3128.434 -2.620 -3.170 1.00 0. 00 H 

AT0M31 HG SERA 3128.100 0.088 -3.915 1.00 0. 00 H 

AT0M32 N GLY A 4125.367 -1.048 -6.099 1.00 0. 00 N 

AT0M33 CA GLY A 4124.119 -0.335 -6.299 1.00 0. 00 C 

AT0M34 C GLY A 4124.265 1.160 -6.100 1.00 0. 00 C 

20 AT0M35 0 GLY A 4125. 326 1. 638 -5. 697 1. 00 0. 00 0 

ATOM36 H GLY A 4125. 887 -1. 348 -6. 873 1. 00 0. 00 H 

ATOM37 1HA GLY A 4123. 769 -0. 521 -7. 304 1. 00 0. 00 H 

ATOM38 2HA GLY A 4123.386 -0.711 -5.600 1.00 0. 00 H 

AT0M39 N SERA 5123.197 1.900 -6.381 1.00 0. 00 N 

25 ATOM40 CA SERA 5123.211 3.351 -6.231 1.00 0. 00 C 

AT0M41 C SERA 5122.158 3.804 -5.225 1.00 0. 00 C 
AT0M42 0 SERA 5121.565 4.872 -5.369 1.00 0.00 0 
AT0M43 CB SERA 5122.967 4.027 -7.581 1.00 0. 00 C 
' AT0M44 OG SERA 5123.746 5.203 -7.711 1.00 0.00 0 
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AT0M45 H SER A 5122. 380 

AT0M46 HA SER A 5124. 186 

AT0M47 1HB SER A 5123. 231 

AT0M48 2HB SER A 5121. 923 

5 AT0M49 HG SER A 5123. 666 

AT0M50 N SER A 6121. 929 

AT0M51 CA SER A 6120. 947 

AT0M52 C SERA 6121.634 

ATOM53 0 SER A 6122. 774 

10 AT0M54 CB SERA 6120.031 

ATOM55 OG SER A 6119. 317 

ATOM56 H SER A 6122. 434 

AT0M57 HA SER A 6120. 352 

AT0M58 1HB SER A 6120. 626 

15 AT0M59 2HB SER A 6119. 324 

AT0M60 HG SERA 6118.645 

AT0M61 N GLY A 7120. 931 

AT0M62 CA GLY A 7121.489 

AT0M63 C GLY A 7122.446 

20 AT0M64 0 GLY A 7122. 121 

ATOM65 H GLY A 7120.027 

AT0M66 1HA GLY A 7120. 683 

AT0M67 2HA GLY A 7122.018 

AT0M68 N LEU A 8123.629 

25 AT0M69 CA LEU A 8124. 636 

AT0M70 C LEU A 8125. 948 

AT0M71 0 LEU A 8126.512 

AT0M72 CB LEU A 8124. 873 

AT0M73 CG LEU A 8123. 800 
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1. 460 -6. 698 1. 00 0. 00 H 
3. 637 -5. 866 1. 00 0. 00 H 
3. 346 -8. 376 1. 00 0. 00 H 
4.291 -7.665 1.00 0. 00 H 
5.731 -6.914 1.00 0. 00 H 

2. 982 -4. 205 1. 00 0. 00 N 

3. 298 -3. 175 1. 00 0. 00 C 
3. 702 -1. 874 1. 00 0. 00 C 

3. 317 -1. 617 1. 00 0. 00 0 
2. 097 -2. 929 1. 00 0. 00 C 
1.751 -4. 103 1.00 0.00 0 
2. 144 -4. 144 1. 00 0. 00 H 

4. 127 -3. 527 1. 00 0. 00 H 

1. 249 -2. 622 1. 00 0. 00 H 

2. 340 -2. 149 1. 00 0. 00 H 
1. 100 -3. 888 1. 00 0. 00 H 
4.481 -1.058 1.00 0. 00 N 

4. 925 0. 206 1. 00 0. 00 C 

6. 089 0. 041 1. 00 0. 00 C 

7. 080 -0. 613 1. 00 0. 00 0 
4.756 -1.316 1.00 0. 00 H 

5. 226 0. 857 1. 00 0. 00 H 
4.101 0.663 1.00 0. 00 H 

5. 969 0. 635 1. 00 0. 00 N 
7. 021 0. 551 1. 00 0. 00 C 

6. 474 -0. 004 1. 00 0. 00 C 
5. 522 0. 535 1. 00 0. 00 0 

7. 642 1. 930 1. 00 0. 00 C 

8. 630 2. 387 1. 00 0. 00 C 
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AT0M74 CD 1 LEU A 8123.646 8.590 3.899 1.00 0. 00 C 

AT0M75 CD2 LEU A 8124.140 10.038 1.920 1.00 0. 00 C 

AT0M76 H LEU A 8123.829 5.155 1.143 1.00 0. 00 H 

AT0M77 HA LEU A 8124.266 7.782 -0.119 1.00 0. 00 H 

5 AT0M78 1HB LEU A 8124.930 6.843 2.656 1.00 0. 00 H 

AT0M79 2HB LEU A 8125.821 8.158 1.911 1.00 0. 00 H 

AT0M80 HG LEU A 8122.852 8.351 1.948 1.00 0. 00 H 

AT0M81 1HD1 LEU A 8122. 870 7. 887 4. 164 1. 00 0. 00 H 

AT0M82 2HD1 LEU A 8123.380 9.572 4.260 1.00 0. 00 H 

10 AT0M83 3HD1 LEU A 8124.579 8.282 4.347 1.00 0. 00 H 

AT0M84 1HD2 LEU A 8124.270 10.041 0.848 1.00 0. 00 H 

AT0M85 2HD2 LEU A 8125.054 10.363 2.396 1.00 0. 00 H 

AT0M86 3HD2 LEU A 8123. 337 10. 709 2. 187 1. 00 0. 00 H 

AT0M87 N ALA A 9126.427 7.081 -1.085 1.00 0. 00 N 

15 AT0M88 CA ALA A 9127.671 6.655 -1.713 1.00 0. 00 C 

AT0M89 C ALA A 9128.282 7.780 -2.541 1.00 0. 00 C 

ATOM90 0 ALA A 9127.588 8.712 -2.947 1.00 0.00 0 

AT0M91 CB ALA A 9127.430 5.429 -2.580 1.00 0. 00 C 

AT0M92 H ALA A 9125.931 7.834 -1.468 1.00 0. 00 H 

20 AT0M93 HA ALA A 9128.363 6.381 -0.929 1.00 0. 00 H 
AT0M94 1HB ALA A 9126.713 4.782 -2.099 1.00 0. 00 H 
AT0M95 2HB ALA A 9128.360 4.897 -2. 717 1. 00 0. 00 H 
AT0M96 3HB ALA A 9127.047 5.738 -3.542 1.00 0. 00 H 

AT0M97 N MET A 10129.585 7.686 -2.786 1.00 0. 00 N 

25 AT0M98 CA MET A 10130.290 8.696 -3.566 1.00 0. 00 C 

AT0M99 C MET A 10131.574 8.124 -4.163 1.00 0. 00 C 

ATOM 100 0 MET A 10132.645 8.223 -3.564 1.00 0.00 0 

ATOM 101 CB MET A 10130.617 9.909 -2.692 1.00 0. 00 C 

ATOM 102 CG MET A 10129.385 10.644 -2.188 1.00 0. 00 C 
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103 SD MET A 10129.778 12.268 -1.509 1.00 0. 00 S 

104 CE MET A 10128.986 13.337 -2.709 1.00 0. 00 C 

105 H MET A 10130.084 6.919 -2.434 1.00 0. 00 H 

106 HA MET A 10129.641 9.008 -4.370 1.00 0. 00 H 

107 1HB MET A 10131.188 9.579 -1.838 1.00 0. 00 H 

108 2HB MET A 10131.213 10.602 -3.267 1.00 0. 00 H 

109 1HG MET A 10128.697 10.771 -3.010 1.00 0. 00 H 

110 2HG MET A 10128.919 10.050 -1.416 1.00 0. 00 H 

111 1HE MET A 10128.189 13.886 -2.232 1.00 0. 00 H 

112 2HE MET A 10128.582 12.738 -3.512 1.00 0. 00 H 

113 3HE MET A 10129.713 14.030 -3.107 1.00 0. 00 H 

114 N PROA 11131.483 7.516 -5.359 1.00 0. 00 N 

115 CA PROA 11132.643 6.928 -6.035 1.00 0. 00 C 

116 C PROA 11133.751 7.950 -6.283 1.00 0. 00 C 

117 0 PROA 11134.920 7.684 -6.004 1.00 0.00 0 

118 CB PROA 11132.081 6.413 -7.364 1.00 0. 00 C 

119 CG PROA 11130.608 6.310 -7.156 1.00 0. 00 C 

120 CD PROA 11130.246 7.356 -6.140 1.00 0. 00 C 

121 HA PROA 11133.046 6.101 -5.469 1.00 0. 00 H 

122 1HB PROA 11132.320 7.112 -8.152 1.00 0. 00 H 

123 2HB PROA 11132.514 5.451 -7.589 1.00 0. 00 H 

124 1HG PROA 11130.095 6.502 -8.085 1.00 0. 00 H 

125 2HG PROA 11130.359 5.326 -6.786 1.00 0. 00 H 

126 1HD PROA 11129.976 8.280 -6.630 1.00 0. 00 H 

127 2HD PROA 11129.437 7.010 -5.514 1.00 0. 00 H 

128 N PROA 12133.404 9.140 -6.810 1.00 0. 00 N 

129 CA PROA 12134.388 10.193 -7.083 1.00 0. 00 C 

130 C PROA 12135.197 10.557 -5.844 1.00 0. 00 C 

131 0 PROA 12136.300 11.094 -5.944 1.00 0.00 0 
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132 CB PROA 12133.533 11.382 -7.530 1.00 0. 00 C 

133 CG PRO A 12132.261 10.781 -8.015 1.00 0. 00 C 

134 CD PRO A 12132.036 9.557 -7.172 1.00 0. 00 C 

135 HA PROA 12135.060 9.908 -7.880 1.00 0. 00 H 

136 1HB PROA 12133.364 12.042 -6.691 1.00 0. 00 H 

137 2HB PROA 12134.040 11.918 -8.318 1.00 0. 00 H 

138 1HG PROA 12131.450 11.481 -7.884 1.00 0. 00 H 

139 2HG PROA 12132.357 10.506 -9.055 1.00 0. 00 H 

140 1HD PROA 12131.462 9.806 -6.292 1.00 0. 00 H 

141 2HD PROA 12131.537 8.792 -7.746 1.00 0. 00 H 

142 N GLY A 13134.641 10.259 -4.673 1.00 0. 00 N 

143 CA GLY A 13135.325 10.562 -3.429 1.00 0. 00 C 

144 C GLY A 13136.013 9.350 -2.835 1.00 0. 00 C 

145 0 GLY A 13135.664 8.902 -1.743 1.00 0.00 0 

146 H GLY A 13133.758 9.830 -4.653 1.00 0. 00 H 

147 1HA GLY A 13136.063 11.328 -3.615 1.00 0. 00 H 

148 2HA GLY A 13134.604 10.938 -2.717 1.00 0. 00 H 

149 N ASN A 14136. 995 8. 818 -3. 554 1. 00 0. 00 N 

150 CA ASN A 14137.736 7.650 -3.092 1.00 0. 00 C 

151 C ASN A 14136.803 6.459 -2.890 1.00 0. 00 C 

152 0 ASN A 14136.816 5.818 -1.839 1.00 0.00 0 

153 CB ASN A 14138.469 7.970 -1.786 1.00 0. 00 C 

154 CG ASN A 14139. 436 9. 126 -1. 935 1. 00 0. 00 C 

155 0D1 ASN A 14140.104 9.265 -2.961 1.00 0.00 0 

156 ND2 ASN A 14139.519 9.965 -0.909 1.00 0. 00 N 

157 H ASN A 14137.228 9.220 -4.417 1.00 0. 00 H 

158 HA ASN A 14138.463 7.398 -3.848 1.00 0. 00 H 

159 1HB ASN A 14137. 743 8. 227 -1. 028 1. 00 0. 00 H 

160 2HB ASN A 14139. 022 7. 098 -1. 468 1. 00 0. 00 H 
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ATOM 161 1HD2 ASN A 14138.958 9.793 -0.124 1.00 0. 00 H 

ATOM 162 2HD2 ASN A 14140. 137 10. 722 -0. 978 1. 00 0. 00 H 

ATOM 163 N SERA 15135.996 6.168 -3.905 1.00 0. 00 N 

ATOM 164 CA SERA 15135.055 5.054 -3.844 1.00 0. 00 C 

5 ATOM 165 C SERA 15134.001 5.290 -2.766 1.00 0. 00 C 

ATOM 166 0 SERA 15132.873 5.682 -3.063 1.00 0.00 0 

ATOM 167 CB SERA 15135.798 3.742 -3.575 1.00 0. 00 C 

ATOM 168 OG SERA 15136.062 3.049 -4.783 1.00 0.00 0 

ATOM 169 H SERA 15136.034 6.716 -4.718 1.00 0. 00 H 

10 ATOM 170 HA SERA 15134.562 4.986 -4.802 1.00 0. 00 H 

ATOM 171 1HB SERA 15136.736 3.957 -3.085 1.00 0. 00 H 
ATOM 172 2HB SERA 15135.194 3.114 -2.938 1.00 0. 00 H 
ATOM 173 HG SERA 15136.234 2.124 -4.589 1.00 0. 00 H 
ATOM 174 N HIS A 16134.376 5.049 -1.514 1.00 0. 00 N 
15 ATOM 175 CA HIS A 16133.462 5.237 -0.393 1.00 0. 00 C 
ATOM 176 C HIS A 16134.143 5.997 0.742 1.00 0. 00 C 
ATOM 177 0 HIS A 16133.685 7.064 1.150 1.00 0.00 0 
ATOM 178 CB HIS A 16132.957 3.883 0.113 1.00 0. 00 C 
ATOM 179 CG HIS A 16131.570 3.555 -0.342 1.00 0. 00 C 
20 ATOM 180 ND1 HIS A 16130.456 3.728 0.453 1.00 0. 00 N 
ATOM 181 CD2 HIS A 16131.115 3.061 -1.519 1.00 0. 00 C 
ATOM 182 CE1 HIS A 16129.377 3.355 -0.214 1.00 0. 00 C 
ATOM 183 NE2 HIS A 16129.751 2.947 -1.413 1.00 0. 00 N 
ATOM 184 H HIS A 16i35. 289 4.740 -1.339 1.00 0. 00 H 
25 ATOM 185 HA HIS A 16132.622 5.817 -0.744 1.00 0. 00 H 
ATOM 186 1HB HIS A 16133.616 3.105 -0.245 1.00 0. 00 H 
ATOM 187 2HB HIS A 16132.962 3.883 1.193 1.00 0. 00 H 
ATOM 188 HD1 HIS A 16130.456 4.074 1.370 1.00 0. 00 H 
ATOM 189 HD2 HIS A 16131.715 2.805 -2.381 1.00 0. 00 H 
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0. 158 1. 00 0. 00 H 
2. 078 1. 00 0. 00 H 

1. 246 1. 00 0. 00 N 

2. 329 1. 00 0. 00 C 

2. 570 1. 00 0. 00 C 

3. 654 1. 00 0. 00 0 

0. 881 1. 00 0. 00 H 

2. 087 1. 00 0. 00 H 

3. 233 1. 00 0. 00 H 

1. 556 1. 00 0. 00 N 
1.663 1.00 0.00 C 

2. 171 1. 00 0. 00 C 
1.448 1.00 0.00 0 
0.306 1.00 0.00 C 

-0.431 1.00 0.00 C 

-1.929 1.00 0.00 C 

0. 092 1. 00 0. 00 C 

0. 717 1. 00 0. 00 H 

2. 369 1. 00 0. 00 H 
-0. 323 1. 00 0. 00 H 

0. 460 1. 00 0. 00 H 

-0. 256 1. 00 0. 00 H 

-2. 399 1. 00 0. 00 H 

-2. 114 1.00 0. 00 H 

-2. 338 1. 00 0. 00 H 

0. 220 1. 00 0. 00 H 

-0. 615 1. 00 0. 00 H 

1.041 1.00 0. 00 H 

3. 420 1. 00 0. 00 N 
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4.026 1.00 0.00 C 

4. 980 1. 00 0. 00 C 

5. 184 1. 00 0. 00 0 

4. 774 1. 00 0. 00 C 

5. 737 1. 00 0. 00 C 
7.045 1.00 0.00 C 
7. 302 1. 00 0. 00 0 
7. 814 1.00 0.00 0 
3. 947 1. 00 0. 00 H 

3. 233 1. 00 0.00 H 
5. 336 1. 00 0.00 H 

4. 053 1. 00 0. 00 H 

5. 270 1. 00 0. 00 H 
5. 948 1. 00 0. 00 H 

5. 562 1. 00 0. 00 N 

6. 495 1. 00 0. 00 C 

7. 678 1. 00 0. 00 C 

8. 215 1. 00 0. 00 0 
7. 023 1. 00 0. 00 C 
7. 885 1. 00 0. 00 C 
5. 868 1. 00 0. 00 C 
5. 360 1. 00 0. 00 H 

5. 968 1. 00 0. 00 H 

7. 636 1. 00 0. 00 H 

8. 857 1. 00 0. 00 H 
7. 999 1. 00 0. 00 H 
7.413 1.00 0. 00 H 

6. 159 1. 00 0. 00 H 
5. 613 1. 00 0. 00 H 
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5. 012 1. 00 0. 00 H 

8. 077 1. 00 0. 00 N 

9. 192 1. 00 0. 00 C 

8. 746 1. 00 0. 00 C 

9. 261 1. 00 0. 00 0 
7. 611 1. 00 0. 00 H 
9. 740 1. 00 0. 00 H 
9. 846 1. 00 0. 00 H 
7. 783 1. 00 0. 00 N 
7. 266 1. 00 0. 00 C 

6. 348 1. 00 0. 00 C 

5. 581 1. 00 0. 00 0 

6. 510 1. 00 0. 00 C 

7. 227 1. 00 0. 00 0 

7. 412 1. 00 0. 00 H 

8. 107 1. 00 0. 00 H 

5. 547 1. 00 0. 00 H 

6. 372 1. 00 0. 00 H 

7. 202 1. 00 0. 00 H 
6. 433 1. 00 0. 00 N 

5. 610 1. 00 0. 00 C 

4. 150 1. 00 0. 00 C 
3. 854 1. 00 0. 00 0 

6. 129 1. 00 0. 00 C 

7. 574 1. 00 0. 00 C 

8. 217 1. 00 0. 00 C 
7. 623 1. 00 0. 00 C 
7. 064 1. 00 0. 00 H 

5. 677 1. 00 0. 00 H 
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ATOM 277 1HB LEU A 23139.878 -2.570 6.056 1.00 0. 00 H 

ATOM 278 2HB LEU A 23141.319 -3.396 5.492 1.00 0. 00 H 

ATOM 279 HG LEU A 23141.411 -2.026 8.140 1.00 0. 00 H 

ATOM 280 1HD1 LEU A 23140.197 -3. 576 9.273 1.00 0. 00 H 

5 ATOM 281 2HD1 LEU A 23140.490 -4.843 8.080 1.00 0. 00 H 

ATOM 282 3HD1 LEU A 23139.298 -3.584 7.756 1.00 0. 00 H 

ATOM 283 1HD2 LEU A 23143.218 -3.332 8.501 1.00 0. 00 H 

ATOM 284 2HD2 LEU A 23143.245 -3.402.6.739 1.00 0. 00 H 

ATOM 285 3HD2 LEU A 23142.519 -4.718 7.662 1.00 0. 00 H 

10 ATOM 286 N ALA A 24141.955 -1.570 3.243 1.00 COON 

ATOM 287 CA ALA A 24141.691 -1.451 1.815 1.00 0. 00 C 

ATOM 288 C ALA A 24142.305 -2.615 1.045 1.00 0. 00 C 

ATOM 289 0 ALA A 24143.292 -3.209 1.480 1.00 0.00 0 

ATOM 290 CB ALA A 24142. 226 -0. 127 1. 289 1. 00 0. 00 C 

15 ATOM 291 H ALA A 24142.771 -2.023 3.542 1.00 0. 00 H 
ATOM 292 HA ALA A 24140.621 -1.462 1.671 1.00 0. 00 H 
ATOM 293 1HB ALA A 24142.507 -0.239 0.251 1.00 0. 00 H 
ATOM 294 2HB ALA A 24143. 091 0. 166 1. 866 1. 00 0. 00 H 
ATOM 295 3HB ALA A 24141.461 0.630 1.375 1.00 0. 00 H 

20 ATOM 296 N GLU A 25141.715 -2.937 -0.102 1.00 0. 00 N 

ATOM 297 CA GLU A 25142.205 -4.032 -0.932 1.00 0. 00 C 

ATOM 298 C GLU A 25142.605 -3.530 -2.316 1.00 0. 00 C 

ATOM 299 0 GLU A 25142.089 -2.519 -2.793 1. 00 0. 00 0 

ATOM 300 CB GLU A 25141.136 -5.119 -1.062 1.00 0. 00 C 

25 ATOM 301 CG GLU A 25141.708 -6.516 -1.245 1.00 0. 00 C 

ATOM 302 CD GLU A 25140.729 -7.464 -1.909 1.00 0. 00 C 

ATOM 303 0E1 GLU A 25139.929 -6.999 -2.749 1.00 0.00 0 

ATOM 304 0E2 GLU A 25140.762 -8.671 -1.590 1.00 0.00 0 

ATOM 305 H GLU A 25140.932 -2.428 -0.396 1.00 0. 00 H 
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306 HA GLU A 25143.075 -4.452 -0.449 1.00 0. 00 H 

307 1HB GLU A 25140.527 -5.117 -0.170 1.00 0. 00 H 

308 2HB GLU A 25140.512 -4.894 -1.915 1.00 0. 00 H 

309 1HG GLU A 25142.594 -6.451 -1.858 1.00 0. 00 H 

310 2HG GLU A 25141.970 -6.913 -0.275 1.00 0. 00 H 

311 N VAL A 26143.528 -4.243 -2.954 1.00 0. 00 N 

312 CA VAL A 26143.998 -3.869 -4.282 1.00 0. 00 C 

313 C VAL A 26143.826 -5. 020 -5.268 1.00 0. 00 C 

314 0 VAL A 26144.136 -6.170 -4.955 1.00 0.00 0 

315 CB VAL A 26145.480 -3.446 -4.258 1.00 0. 00 C 

316 CGI VAL A 26145.909 -2.913 -5.616 1.00 0. 00 C 

317 CG2 VAL A 26145. 722 -2. 410 -3. 170 1. 00 0. 00 C 

318 H VAL A 26143.901 -5.039 -2.521 1.00 0. 00 H 

319 HA VAL A 26143.411 -3.027 -4.621 1.00 0. 00 H 

320 HB VAL A 26146.078 -4.318 -4.033 1.00 0. 00 H 

321 1HG1 VAL A 26145.900 -1.833 -5. 598 1. 00 0. 00 H 

322 2HG1 VAL A 26145.225 -3.266 -6.374 1.00 0. 00 H 

323 3HG1 VAL A 26146. 905 -3. 261 -5. 841 1. 00 0. 00 H 

324 1HG2 VAL A 26146. 651 -2. 631 -2. 663 1. 00 0. 00 H 

325 2HG2 VAL A 26144.909 -2.434 -2.460 1.00 0. 00 H 

326 3HG2 VAL A 26145.781 -1.428 -3.616 1.00 0. 00 H 

327 N LYS A 27143.330 -4.704 -6.460 1.00 0. 00 N 

328 CA LYS A 27143.116 -5.712 -7.491 1.00 0. 00 C 

329 C LYS A 27144.437 -6.118 -8.137 1.00 0. 00 C 

330 0 LYS A 27144.790 -5.631 -9.211 1.00 0.00 0 

331 CB LYS A 27142.155 -5.184 -8.558 1.00 0. 00 C 

332 CG LYS A 27140.694 -5.475 -8.257 1.00 0. 00 C 

333 CD LYS A 27139.793 -4.342 -8.722 1.00 0. 00 C 

334 CE LYS A 27138.436 -4.857 -9.172 1.00 0. 00 C 
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ATOM 335 NZ LYS A 27137.427 -4.798 -8.079 1.00 0. 00 N 

ATOM 336 H LYS A 27143.102 -3.769 -6.649 1.00 0. 00 H 

ATOM 337 HA LYS A 27142.677 -6.579 -7.021 1.00 0. 00 H 

ATOM 338 1HB LYS A 27142.277 -4.114 -8.639 1.00 0. 00 H 

5 ATOM 339 2HB LYS A 27142.403 -5.638 -9.506 1.00 0. 00 H 

ATOM 340 1HG LYS A 27140.405 -6.382 -8.767 1.00 0. 00 H 

ATOM 341 2HG LYS A 27140.574 -5.604 -7.192 1.00 0. 00 H 

ATOM 342 1HD LYS A 27139.650 -3.651 -7.905 1.00 0. 00 H 

ATOM 343 2HD LYS A 27140. 268 -3. 833 -9. 549 1. 00 0. 00 H 

10 ATOM 344 1HE LYS A 27138.092 -4.255 -10.000 1.00 0. 00 H 

ATOM 345 2HE LYS A 27138.544 -5.883 -9.497 1.00 0. 00 H 

ATOM 346 1HZ LYS A 27136.494 -4.552 -8.466 1.00 0. 00 H 

ATOM 347 2HZ LYS A 27137.700 -4.079 -7.379 1.00 0. 00 H 

ATOM 348 3HZ LYS A 27137.361 -5.721 -7.603 1.00 0. 00 H 

15 ATOM 349 N GLU A 28145.162 -7.014 -7.475 1.00 0. 00 N 

ATOM 350 CA GLU A 28146.444 -7.487 -7.986 1.00 0. 00 C 

ATOM 351 C GLU A 28146.465 -9.010 -8.076 1.00 0. 00 C 

ATOM 352 0 GLU A 28145. 504 -9. 678 -7. 694 1. 00 0. 00 0 

ATOM 353 CB GLU A 28147. 585 -6. 998 -7. 090 1. 00 0. 00 C 

20 ATOM 354 CG GLU A 28148. 729 -6. 358 -7. 858 1. 00 0. 00 C 

ATOM 355 CD GLU A 28149.850 -5.889 -6.951 1.00 0. 00 C 

ATOM 356 0E1 GLU A 28150.027 -4.661 -6.811 1.00 0.00 0 

ATOM 357 0E2 GLU A 28150.550 -6.751 -6.378 1.00 0.00 0 

ATOM 358 H GLU A 28144.828 -7.367 -6.625 1.00 0. 00 H 
25 ATOM 359 HA GLU A 28146.577 -7.079 -8.976 1.00 0. 00 H 
ATOM 360 1HB GLU A 28147.195 -6.271 -6.394 1.00 0. 00 H 
ATOM 361 2HB GLU A 28147.979 -7.838 -6.535 1.00 0. 00 H 
ATOM 362 1HG GLU A 28149.129 -7.080 -8.553 1.00 0. 00 H 
ATOM 363 2HG GLU A 28148.348 -5.507 -8.404 1.00 0. 00 H 
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ATOM 364 N ASN A 29147.568 -9.551 -8.582 1.00 0. 00 N 

ATOM 365 CA ASN A 29147.716 -10.996 -8.721 1.00 0. 00 C 

ATOM 366 C ASN A 29147.613 -11.688 -7.363 1.00 0. 00 C 

ATOM 367 0 ASN A 29146.752 -12.543 -7.158 1.00 0.00 0 

5 ATOM 368 CB ASN A 29149.055 -11.331 -9.380 1.00 0. 00 C 

ATOM 369 CG ASN A 29148.926 -11.543 -10.876 1.00 0. 00 C 

ATOM 370 0D1 ASN A 29149.065 -12.662 -11.371 1.00 0.00 0 

ATOM 371 ND2 ASN A 29148.660 -10.465 -11.605 1.00 0. 00 N 

ATOM 372 H ASN A 29148.301 -8.967 -8.868 1.00 0. 00 H 

10 ATOM 373 HA ASN A 29146.915 -11.351 -9.353 1.00 0. 00 H 

ATOM 374 1HB ASN A 29149.747 -10.520 -9.210 1.00 0. 00 H 

ATOM 375 2HB ASN A 29149.451 -12.235 -8.939 1.00 0. 00 H 

ATOM 376 1HD2 ASN A 29148.563 -9.606 -11.144 1.00 0. 00 H 

ATOM 377 2HD2 ASN A 29148. 571 -10. 574 -12. 575 1. 00 0. 00 H 

15 ATOM 378 N PROA 30148.497 -11.327 -6.416 1.00 0. 00 N 

ATOM 379 CA PRO A 30148.502 -11.917 -5.076 1.00 0. 00 C 

ATOM 380 C PROA 30147.380 -11.368 -4.195 1.00 0. 00 C 

ATOM 381 0 PROA 30147.416 -10.208 -3.786 1.00 0.00 0 

ATOM 382 CB PROA 30149.865 -11.505 -4.521 1.00 0. 00 C 
20 ATOM 383 CG PROA 30150.175 -10.219 -5.206 1.00 0. 00 C 
ATOM 384 CD PROA 30149.559 -10.314 -6.578 1.00 0. 00 C 
ATOM 385 HA PROA 30148.437 -12.993 -5.117 1.00 0. 00 H 
ATOM 386 1HB PROA 30149.797 -11.378 -3.450 1.00 0. 00 H 
ATOM 387 2HB PRO A 30150. 597 -12. 263 -4. 755 1. 00 0. 00 H 
25 ATOM 388 1HG PROA 30149.739 -9.397 -4.657 1.00 0. 00 H 
ATOM 389 2HG PROA 30151.244 -10.094 -5.285 1.00 0. 00 H 
ATOM 390 1HD PROA 30149.142 -9.362 -6.870 1.00 0. 00 H 
ATOM 391 2HD PROA 30150.294 -10.640 -7.298 1.00 0. 00 H 
ATOM 392 N PROA 31146.363 -12.196 -3.889 1.00 0. 00 N 
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ATOM 393 CA PROA 31145.234 -11.777 -3.052 1.00 0. 00 C 

ATOM 394 C PRO A 31145.642 -11.550 -1.601 1.00 0. 00 C 

ATOM 395 0 PROA 31145.519 -12.444 -0.764 1.00 0.00 0 

ATOM 396 CB PRO A 31144.257 -12.951 -3.155 1.00 0. 00 C 

5 ATOM 397 CG PROA 31145.111 -14.127 -3.484 1.00 0. 00 C 

ATOM 398 CD PROA 31146.234 -13.598 -4.331 1.00 0. 00 C 

ATOM 399 HA PROA 31144.767 -10.882 -3.438 1.00 0. 00 H 

•ATOM 400 1HB PROA 31143.748 -13.083 -2.212 1.00 0. 00 H 

ATOM 401 2HB PROA 31143.537 -12.757 -3.936 1.00 0. 00 H 

10 ATOM 402 1HG PROA 31145.499 -14.563 -2.575 1.00 0. 00 H 

ATOM 403 2HG PROA 31144.536 -14.855 -4.037 1.00 0. 00 H 

ATOM 404 1HD PROA 31147.143 -14.148 -4.138 1.00 0. 00 H 

ATOM 405 2HD PROA 31145.974 -13.649 -5.378 1.00 0. 00 H 

ATOM 406 N PHE A 32146.130 -10.348 -1.310 1.00 0. 00 N 

15 ATOM 407 CA PHE A 32146.557 -10.002 0.040 1.00 0. 00 C 

ATOM 408 C PHE A 32145.562 -9.052 0.699 1.00 0. 00 C 

ATOM 409 0 PHE A 32144.630 -8.569 0.056 1.00 0.00 0 

ATOM 410 CB PHE A 32147.947 -9.364 0.009 1.00 0. 00 C 

ATOM 411 CG PHE A 32148.016 -8.116 -0.824 1.00 0. 00 C 

20 ATOM 412 CD 1 PHE A 32148.649 -8.124 -2.056 1.00 0. 00 C 

ATOM 413 CD2 PHE A 32147.447 -6.935 -0.374 1.00 0. 00 C 

ATOM 414 CE1 PHE A 32148.713 -6.978 -2.825 1.00 0. 00 C 

ATOM 415 CE2 PHE A 32147.508 -5.785 -1.139 1.00 0. 00 C 
ATOM 416 CZ PHE A 32148.143 -5.807 -2.366 1.00 0. 00 C 
25 ATOM 417 H PHE A 32146.203 -9.678 -2.022 1.00 0. 00 H 
ATOM 418 HA PHE A 32146.602 -10.913 0.617 1.00 0. 00 H 
ATOM 419 1HB PHE A 32148.240 -9.107 1.017 1.00 0. 00 H 
ATOM 420 2HB PHE A 32148.652 -10.075 -0.395 1.00 0. 00 H 
ATOM 421 HD1 PHE A 32149.095 -9.039 -2.416 1.00 0. 00 H 
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0. 584 l. 00 0. 00 H 

3. 784 l. 00 0. 00 H 

0. 778 l. 00 0. 00 H 
•2. 965 l. 00 0. 00 H 

1. 984 l. 00 0. 00 N 

2. 731 l. 00 0. 00 C 

3. 673 1. 00 0. 00 C 

4. 607 1. 00 0. 00 0 
3. 527 1. 00 0. 00 C 
2. 712 1. 00 0. 00 C 

1. 962 1. 00 0. 00 C 

2. 691 1. 00 0. 00 C 
1. 217 1. 00 . 0. 00 C 
1. 947 1. 00 0. 00 C 

1. 212 1. 00 0. 00 C 

0. 469 1. 00 0. 00 0 

2. 442 1. 00 0. 00 H 

2. 020 1. 00 0. 00 H 

3. 908 1. 00 0. 00 H 

4. 355 1. 00 0. 00 H 

1. 968 1. 00 0. 00 H 
3. 268 1. 00 0. 00 H 

0. 641 1. 00 0. 00 H 

1. 943 1. 00 0. 00 H 
-0. 083 1. 00 0. 00 H 

3. 422 1. 00 0. 00 N 

4. 257 1. 00 0. 00 C 
4. 613 1. 00 0. 00 C 
4. 294 1. 00 0. 00 0 
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ATOM 451 H GLY A 34145.133 -5.368 2.664 1.00 0. 00 H 

ATOM 452 1HA GLY A 34146.683 -5.260 5.168 1. 00 0. 00 H 

ATOM 453 2HA GLY A 34147.278 -4.443 3.731 1.00 0. 00 H 

ATOM 454 N VAL A 35146.200 -2.573 5.275 1.00 0. 00 N 

5. ATOM 455 CA VAL A 35145.520 -1.348 5.674 1.00 0. 00 C 

ATOM 456 C VAL A 35146.266 -0.117 5.168 1.00 0. 00 C 

ATOM 457 0 VAL A 35147.494 -0.110 5.093 1.00 0.00 0 

ATOM 458 CB VAL A 35145.376 -1.261 7.207 1.00 0. 00 C 

ATOM 459 CGI VAL A 35146.742 -1.264 7.877 1.00 0. 00 C 

10 ATOM 460 CG2 VAL A 35144.581 -0.024 7.601 1.00 0. 00 C 

ATOM 461 H VAL A 35147.147 -2.690 5.499 1.00 0. 00 H 

ATOM 462 HA VAL A 35144.531 -1.360 5.241 1.00 0. 00 H 

ATOM 463 HB VAL A 35144.834 -2.131 7.546 1.00 0. 00 H 

ATOM 464 1HG1 VAL A 35146.735 -0.577 8.711 1.00 0. 00 H 

15 ATOM 465 2HG1 VAL A 35147.493 -0.959 7.165 1.00 0. 00 H 

ATOM 466 3HG1 VAL A 35146.965 -2.258 8.232 1.00 0. 00 H 

ATOM 467 1HG2 VAL A 35144.998 0.843 7.113 1.00 0. 00 H 

ATOM 468 2HG2 VAL A 35144.629 0.108 8.672 1.00 0. 00 H 

ATOM 469 3HG2 VAL A 35143.551 -0.146 7. 300 1.00 0. 00 H 

20 ATOM 470 N ILEA 36145.515 0.923 4.822 1.00 0. 00 N 

ATOM 471 CA ILEA 36146.105 2.160 4.324 1.00 0. 00 C 

ATOM 472 C ILEA 36147.035 2.779 5.362 1.00 0. 00 C 

ATOM 473 0 ILEA 36146.862 2.574 6.564 1.00 0.00 0 

ATOM 474 CB ILEA 36145.023 3.188 3.939 1.00 0. 00 C 

25 ATOM 475 CGI ILE A 36144.010 2.562 2.977 1.00 0. 00 C 

ATOM 476 CG2 ILE A 36145.660 4.422 3.315 1.00 0. 00 C 

ATOM 477 CD 1 ILE A 36142.915 3.515 2.548 1.00 0. 00 C 

ATOM 478 H ILEA 36144.540 0.859 4.905 1.00 0. 00 H 

ATOM 479 HA ILEA 36146.678 1.923 3.439 1.00 0. 00 H 
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ATOM 480 HB ILEA 36144.512 3.494 4.840 1.00 0. 00 H 

ATOM 481 1HG1 ILE A 36144.525 2.229 2.089 1.00 0. 00 H 

ATOM 482 2HG1 ILE A 36143.544 1.715 3.457 1.00 0. 00 H 

ATOM 483 1HG2 ILE A 36146.128 5.015 4.087 1.00 0. 00 H 

5 ATOM 484 2HG2 ILE A 36144.900 5.009 2.822 1.00 0. 00 H 

ATOM 485 3HG2 ILE A 36146.404 4.117 2.593 1.00 0. 00 H 

ATOM 486 1HD1 ILE A 36142.149 3.548 3.308 1.00 0. 00 H 

ATOM 487 2HD1 ILE A 36142.486 3.173 1.617 1.00 0. 00 H 

ATOM 488 3HD1 ILE A 36143.330 4.502 2.412 1.00 0. 00 H 

10 ATOM 489 N ARG A 37148.020 3.537 4.891 1.00 0. 00 N 

ATOM 490 CA ARG A 37148.977 4.184 5.780 1.00 0. 00 C 

ATOM 491 C ARG A 37149.216 5.631 5.364 1.00 0. 00 C 

ATOM 492 0 ARG A 37148. 844 6. 563 6. 078 1. 00 0. 00 0 

ATOM 493 CB ARG A 37150.300 3.418 5.782 1.00 0. 00 C 

15 ATOM 494 CG ARG A 37150.144 1.935 6.077 1.00 0. 00 C 

ATOM 495 CD ARG A 37150.115 1.667 7.572 1.00 0. 00 C 

ATOM 496 NE ARG A 37148.908 2.196 8.201 1.00 0. 00 N 

ATOM 497 CZ ARG A 37148.788 2.420 9.508 1.00 0. 00 C 

ATOM 498 NH1 ARG A 37149.800 2.159 10.327 1.00 0. 00 N 

20 ATOM 499 NH2 ARG A 37147.654 2.904 9.997 1.00 0. 00 N 

ATOM 500 H ARG A 37148.105 3.662 3.924 1.00 0. 00 H 

ATOM 501 HA ARG A 37148.563 4.173 6.778 1.00 0. 00 H 
ATOM 502 1HB ARG A 37150.766 3.523 4.813 1.00 0. 00 H 
ATOM 503 2HB ARG A 37150.950 3.845 6.532 1.00 0. 00 H 
25 ATOM 504 1HG ARG A 37149.220 1.587 5.641 1.00 0. 00 H 
ATOM 505 2HG ARG A 37150.976 1.402 5.640 1.00 0. 00 H 
ATOM 506 1HD ARG A 37150.154 0.600 7.734 1.00 0. 00 H 
ATOM 507 2HD ARG A 37150.979 2.130 8.025 1.00 0. 00 H 
ATOM 508 HE ARG A 37148.145 2.397 7.619 1.00 0. 00 H 
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ATOM 509 1HH1 ARG A 37150.657 1.793 9.966 1.00 0. 00 H 

ATOM 510 2HH1 ARG A 37149.704 2.329 11.308 1.00 0. 00 H 

ATOM 511 1HH2 ARG A 37146.890 3.103 9.384 1.00 0. 00 H 

ATOM 512 2HH2 ARG A 37147.565 3.072 10.979 1.00 0. 00 H 

5 ATOM 513 N TRP A 38149.841 5.814 4.206 1.00 0. 00 N 

ATOM 514 CA TRP A 38150.132 7.149 3.697 1.00 0. 00 C 

ATOM 515 C TRP A 38149.473 7.373 2.337 1.00 0. 00 C 

ATOM 516 0 TRP A 38149.599 6.550 1.431 1.00 0.00 0 

ATOM 517 CB TRP A 38151.647 7.361 3.589 1.00 0. 00 C 

10 ATOM 518 CG TRP A 38152.027 8.592 2.820 1.00 0. 00 C 

ATOM 519 CD1 TRP A 38152.264 9.837 3.329 1.00 0. 00 C 

ATOM 520 CD2 TRP A 38152.208 8.696 1.403 1.00 0. 00 C 

ATOM 521 NE1 TRP A 38152.581 10.708 2.314 1.00 0. 00 N 

ATOM 522 CE2 TRP A 38152.554 10.031 1.123 1.00 0. 00 C 

15 ATOM 523 CE3 TRP A 38152.112 7.789 0.344 1.00 0. 00 C 

ATOM 524 CZ2 TRP A 38152.803 10.479 -0.172 1.00 0. 00 C 

ATOM 525 CZ3 TRP A 38152.360 8.234 -0.940 1.00 0. 00 C 

ATOM 526 CH2 TRP A 38152.702 9.569 -1.189 1.00 0. 00 C 
ATOM 527 H TRP A 38150.114 5.032 3.682 1.00 0. 00 H 
20 ATOM 528 HA TRP A 38149.728 7.865 4.398 1.00 0. 00 H 
ATOM 529 1HB TRP A 38152.062 7.447 4. 581 1.00 0. 00 H 
ATOM 530 2HB TRP A 38152.086 6.508 3.092 1.00 0. 00 H 

ATOM 531 HD1 TRP A 38152.207 10.086 4.378 1.00 0. 00 H 

ATOM 532 HE1 TRP A 38152.794 11.659 2.426 1.00 0. 00 H 
25 ATOM 533 HE3 TRP A 38151.849 6.756 0.517 1.00 0. 00 H 

ATOM 534 HZ2 TRP A 38153.065 11.506 -0.381 1.00 0. 00 H 
ATOM 535 HZ3 TRP A 38152.290 7.547 -1.770 1.00 0. 00 H 
ATOM 536 HH2 TRP A 38152.887 9.873 -2.209 1.00 0. 00 H 
ATOM 537 N ILEA 39148.781 8.499 2.204 1.00 0. 00 N 
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0. 957 1. 00 0. 00 C 

0.433 1.00 0.00 C 

0. 974 1. 00 0. 00 0 

1. 137 1. 00 0. 00 C 

1. 816 1. 00 0. 00 C 
-0. 206 1. 00 0. 00 C 

2. 588 1. 00 0. 00 C 
2. 963 1. 00 0. 00 H 

0. 231 1. 00 0. 00 H 

1. 761 1. 00 0. 00 H 

1. 064 1. 00 0. 00 H 

2. 506 1. 00 0. 00 H 
-0. 892 1. 00 0. 00 H 
-0. 605 1. 00 0. 00 H 
-0. 076 1. 00 0. 00 H 

3. 127 1. 00 0. 00 H 
1. 900 1. 00 0. 00 H 
3. 286 1. 00 0. 00 H 

-0. 617 1. 00 0. 00 N 

-1. 185 1. 00 0. 00 C 

-2. 561 1. 00 0. 00 C 

-3. 177 1. 00 0. 00 0 

-1.006 1.00 0. 00 H 

-1. 257 1.00 0.00 H 

-0. 525 1. 00 0. 00 H 

-3. 044 1. 00 0. 00 N 

-4. 355 1. 00 0. 00 C 

-4. 267 1. 00 0. 00 C 

-3. 935 1.00 0.00 0 
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567 CB GLN A 41151.195 13.024 -5.325 1.00 0. 00 C 

568 CG GLN A 41149.683 12.862 -5.309 1.00 0. 00 C 

569 CD GLN A 41148.955 14.188 -5.405 1.00 0. 00 C 

570 0E1 GLN A 41148.905 14.953 -4.443 1.00 0.00 0 

571 NE2 GLN A 41148.387 14.464 -6.571 1.00 0. 00 N 

572 H GLN A 41151.398 12.969 -2.505 1.00 0. 00 H 

573 HA GLN A 41151.839 11.080 -4.713 1.00 0. 00 H 

574 1HB GLN A 41151.427 14.046 -5.067 1.00 0. 00 H 

575 2HB GLN A 41151.546 12.826 -6.325 1.00 0. 00 H 

576 1HG GLN A 41149.390 12.247 -6.145 1.00 0. 00 H 

577 2HG GLN A 41149.396 12.376 -4.388 1.00 0. 00 H 

578 1HE2 GLN A 41148.468 13.805 -7.292 1.00 0. 00 H 

579 2HE2 GLN A 41147.910 15.314 -6.665 1.00 0. 00 H 

580 N PRO A 42154.309 11.532 -4.559 1.00 0. 00 N 

581 CA PROA 42155.752 11.787 -4.505 1.00 0. 00 C 

582 C PROA 42156.172 12.938 -5.414 1.00 0. 00 C 

583 0 PROA 42155.454 13.294 -6.350 1.00 0.00 0 

584 CB PROA 42156.371 10.471 -4.989 1.00 0. 00 C 

585 CG PROA 42155.320 9.444 -4.752 1.00 0. 00 C 

586 CD PROA 42154.010 10.147 -4.961 1.00 0. 00 C 

587 HA PRO A 42156.079 11.991 -3.496 1.00 0. 00 H 

588 1HB PROA 42156.616 10.552 -6.039 1.00 0. 00 H 

589 2HB PROA 42157.265 10.260 -4.420 1.00 0. 00 H 

590 1HG PROA 42155.429 8.634 -5.458 1.00 0. 00 H 

591 2HG PROA 42155.389 9.074 -3.739 1.00 0. 00 H 

592 1HD PROA 42153.719 10.100 -6.000 1.00 0. 00 H 

593 2HD PROA 42153.244 9.717 -4.331 1.00 0. 00 H 

594 N PROA 43157.345 13.537 -5.151 1.00 0. 00 N 

595 CA PROA 43157.858 14.653 -5.950 1.00 0. 00 C 
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ATOM 596 C PROA 43158.331 14.206 -7.328 1.00 0. 00 C 

ATOM 597 0 PRO A 43159.507 13.894 -7.520 1.00 0.00 0 

ATOM 598 CB PROA 43159.035 15.169 -5.124 1.00 0. 00 C 

ATOM 599 CG PROA 43159.493 13.989 -4.340 1.00 0. 00 C 

5 ATOM 600 CD PROA 43158.261 13.173 -4.054 1.00 0. 00 C 

ATOM 601 HA PROA 43157.120 15.433 -6.060 1.00 0. 00 H 

ATOM 602 1HB PROA 43159.809 15.530 -5.785 1.00 0. 00 H 

ATOM 603 2HB PROA 43158.703 15.968 -4.478 1.00 0. 00 H 

ATOM 604 1HG PROA 43160.198 13.412 -4.922 1.00 0. 00 H 

10 ATOM 605 2HG PRO A 43159.948 14.316 -3.417 1.00 0. 00 H 

ATOM 606 1HD PROA 43158.493 12.119 -4.080 1.00 0. 00 H 

ATOM 607 2HD PRO A 43157.843 13.445 -3.096 1.00 0. 00 H 

ATOM 608 N GLY A 44157.411 14.178 -8.286 1.00 0. 00 N 

ATOM 609 CA GLY A 44157. 758 13. 769 -9. 633 1. 00 0. 00 C 

15 ATOM 610 C GLY A 44156.560 13.280 -10.418 1.00 0. 00 C 

ATOM 611 0 GLY A 44156.327 13.716 -11.546 1.00 0.00 0 

ATOM 612 H GLY A 44156.490 14.438 -8.076 1.00 0. 00 H 

ATOM 613 1HA GLY A 44158.194 14.610 -10.151 1.00 0. 00 H 

ATOM 614 2HA GLY A 44158.488 12.976 -9.579 1.00 0. 00 H 

20 ATOM 615 N LEU A 45155.794 12.370 -9.824 1.00 0. 00 N 

ATOM 616 CA LEU A 45154.613 11.822 -10.479 1.00 0. 00 C 

ATOM 617 C LEU A 45153.363 12.082 -9.648 1.00 0. 00 C 

ATOM 618 0 LEU A 45153.203 11.525 -8.562 1.00 0.00 0 

ATOM 619 CB LEU A 45154.783 10.318 -10.708 1.00 0. 00 C 

25 ATOM 620 CG LEU A 45155.251 9.525 -9.486 1.00 0. 00 C 

ATOM 621 CD 1 LEU A 45154.856 8.060 -9.614 1.00 0. 00 C 

ATOM 622 CD2 LEU A 45156.757 9.664 -9.304 1.00 0. 00 C 

ATOM 623 H LEU A 45156.030 12.060 -8.922 1.00 0. 00 H 

ATOM 624 HA LEU A 45154.505 12.313 -11.435 1.00 0. 00 H 
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ATOM 625 1HB LEU A 45153.834 9.915 -11.032 1.00 0. 00 H 

ATOM 626 2HB LEU A 45155.504 10.175 -11.499 1.00 0. 00 H 

ATOM 627 HG LEU A 45154.770 9.923 -8.604 1.00 0. 00 H 

ATOM 628 1HD1 LEU A 45154.124 7.818 -8.858 1.00 0. 00 H 

5 ATOM 629 2HD1 LEU A 45155.729 7.438 -9.480 1.00 0. 00 H 

ATOM 630 3HD1 LEU A 45154.437 7.883 -10.593 1.00 0. 00 H 

ATOM 631 1HD2 LEU A 45156.974 9.910 -8.275 1.00 0. 00 H 

ATOM 632 2HD2 LEU A 45157.127 10.451 -9.947 1.00 0. 00 H 

ATOM 633 3HD2 LEU A 45157.239 8.733 -9.562 1.00 0. 00 H 



10 


ATOM 


634 


N 


ASN A 


46152. 477 


12. 930 - 


-10. 162 


1. 00 


0. 00 N 




ATOM 


635 


CA 


ASN A 


46151. 245 


13. 251 


-9.454 


1. 00 


0.00 C 




ATOM 


636 


C 


ASN A 


46150. 273 


12. 078 


-9. 511 


1. 00 


0.00 C 




ATOM 


637 


0 


ASN A 


46149. 690 


11.790 • 


-10. 556 


1. 00 


0. 00 0 




ATOM 


638 


CB 


ASN A 


46150. 597 


14. 498 


-10. 061 


1. 00 


0. 00 c 


15 


ATOM 


639 


CG 


ASN A 


46149. 341 


14. 917 


-9. 325 


1. 00 


0. 00 c 




ATOM 


640 


ODl 


ASN A 


46149. 358 


15. 856 


-8. 529 


1. 00 


0. 00 0 




ATOM 


641 


ND2 ASN A 


46148. 241 


14. 221 


-9. 587 


1. 00 


0. 00 N 




ATOM 


642 


H 


ASN A 


46152. 654 


13. 344 


-11. 032 


1. 00 


0.00 H 




ATOM 


643 


HA 


ASN A 


46151. 494 


13. 450 


-8. 423 


1. 00 


0. 00 H 


20 


ATOM 


644 


1HB 


ASN A 


46151. 301 


15. 315 


-10. 025 


1. 00 


0. 00 H 




ATOM 


645 


2HB 


ASN A 


46150. 338 


14. 296 


-11. 091 


1. 00 


0. 00 H 




ATOM 


646 


1HD2 ASN A 


46148. 301 


13. 486 


-10. 233 


1. 00 


0. 00 H 




ATOM 


647 


2HD2 


ASN A 


46147. 413 


14. 471 


-9. 125 


1. 00 


0. 00 H 




ATOM 


648 


N 


GLU A 


47150. 105 


11. 406 


-8. 378 


1. 00 


0. 00 N 


25 


ATOM 


649 


CA 


GLU A 


47149. 205 


10. 262 


-8. 289 


1. 00 


0. 00 C 




ATOM 


650 


C 


GLU A 


47148. 956 


9.884 


-6. 833 


1. 00 


0. 00 C 




ATOM 


651 


0 


GLU A 


47149. 896 


9.621 


-6. 083 


1. 00 


0. 00 0 




ATOM 


652 


CB 


GLU A 


47149. 782 


9. 066 


-9. 049 


1. 00 


0. 00 C 




ATOM 


653 


CG 


GLU A 


47151. 289 


8.916 


-8. 907 


1. 00 


0. 00 c 
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654 CD GLU A 47151.881 7.979 -9.941 1.00 0. 00 C 

655 0E1 GLU A 47152.122 8.429 -11.081 1.00 0.00 0 

656 0E2 GLU A 47152.104 6.795 -9.612 1.00 0.00 0 

657 H GLU A 47150.599 11.686 -7.580 1.00 0. 00 H 

658 HA GLU A 47148. 266 10. 545 -8. 740 1. 00 0. 00 H 

659 1HB GLU A 47149.317 8.163 -8.682 1.00 0. 00 H 

660 2HB GLU A 47149.550 9.176 -10.099 1.00 0. 00 H 

661 1HG GLU A 47151.746 9.887 -9.021 1.00 0. 00 H 

662 2HG GLU A 47151.509 8.529 -7.924 1.00 0. 00 H 

663 N VAL A 48147. 688 9. 850 -6. 439 1. 00 0. 00 N 

664 CA VAL A 48147.331 9.494 -5.072 1.00 0. 00 C 

665 C VAL A 48147. 655 8. 030 -4. 795 1. 00 0. 00 C 

666 0 VAL A 48146.912 7.133 -5.191 1.00 0.00 0 

667 CB VAL A 48145. 835 9. 739 -4. 796 1. 00 0. 00 C 

668 CGI VAL A 48145.527 9.554 -3.319 1.00 0. 00 C 

669 CG2 VAL A 48145.427 11.128 -5.265 1.00 0. 00 C 

670 H VAL A 48146.979 10.064 -7.080 1.00 0. 00 H 

671 HA VAL A 48147.908 10.113 -4.401 1.00 0. 00 H 

672 HB VAL A 48145.263 9.012 -5.353 1.00 0. 00 H 

673 1HG1 VAL A 48145.685 8.522 -3.044 1.00 0. 00 H 

674 2HG1 VAL A 48144.498 9.824 -3.129 1.00 0. 00 H 

675 3HG1 VAL A 48146.178 10.186 -2.733 1.00 0. 00 H 

676 1HG2 VAL A 48145.171 11.092 -6.314 1.00 0. 00 H 

677 2HG2 VAL A 48146.248 11.813 -5.118 1.00 0. 00 H 

678 3HG2 VAL A 48144.572 11.462 -4.697 1.00 0. 00 H 

679 N LEU A 49148.771 7.795 -4.114 1.00 0. 00 N 

680 CA LEU A 49149.196 .6.439 -3.787 1.00 0. 00 C 

681 C LEU A 49149.018 6.158 -2.301 1.00 0. 00 C 

682 0 LEU A 49149. 659 6.789 -1.460 1.00 0.00 0 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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ATOM 683 CB LEU A 49150.657 6.228 -4.185 1.00 0. 00 C 

ATOM 684 CG LEU A 49150.989 6.568 -5.640 1.00 0, 00 C 

ATOM 685 CD 1 LEU A 49152.472 6.871 -5.792 1.00 0. 00 C 

ATOM 686 CD2 LEU A 49150. 580 5. 427 -6. 559 1. 00 0. 00 C 

5 ATOM 687 H LEU A 49149.325 8.551 -3.824 1.00 0. 00 H 

ATOM 688 HA LEU A 49148. 577 5. 754 -4. 347 1. 00 0. 00 H 

ATOM 689 1HB LEU A 49151.275 6.841 -3.544 1.00 0. 00 H 

ATOM 690 2HB LEU A 49150.909 5.192 -4.016 1.00 0. 00 H 

ATOM 691 HG LEU A 49150.437 7.449 -5.931 1.00 0. 00 H 

10 ATOM 692 1HD1 LEU A 49152.882 7.153 -4.833 1. 00 0. 00 H 

ATOM 693 2HD1 LEU A 49152. 604 7.682 -6.492 1.00 0. 00 H 

ATOM 694 3HD1 LEU A 49152.984 5.993 -6.157 1.00 0. 00 H 

ATOM 695 1HD2 LEU A 49149.667 4.980 -6.195 1.00 0. 00 H 

ATOM 696 2HD2 LEU A 49151.362 4.682 -6.578 1.00 0. 00 H 

15 ATOM 697 3HD2 LEU A 49150.421 5.808 -7.556 1.00 0. 00 H 

ATOM 698 N ALA A 50148.145 5.210 -1.983 1.00 0. 00 N 

ATOM 699 CA ALA A 50147.887 4.849 -0.596 1.00 0. 00 C 
ATOM 700 C ALA A 50148.794 3.707 -0.151 1.00 0. 00 C 
ATOM 701 0 ALA A 50148.698 2.591 -0.660 1.00 0.00 0 
20 ATOM 702 CB ALA A 50146.426 4.471 -0.412 1.00 0. 00 C 
ATOM 703 H ALA A 50147.665 4.741 -2.698 1.00 0. 00 H 
ATOM 704 HA ALA A 50148.091 5.718 0.013 1.00 0. 00 H 
ATOM 705 1HB ALA A 50146.071 4.857 0.531 1.00 0. 00 H 
ATOM 706 2HB ALA A 50146.329 3.395 -0.421 1.00 0. 00 H 
25 ATOM 707 3HB ALA A 50145.841 4.890 -1.217 1.00 0. 00 H 
ATOM 708 N GLY A 51149.675 3.995 0.801 1.00 0. 00 N 
ATOM 709 CA GLY A 51150.587 2.981 1.299 1.00 0. 00 C 
ATOM 710 C GLY A 51149.892 1.946 2.160 1.00 0. 00 C 
ATOM 711 0 GLY A 51149.589 2.200 3.325 1.00 0.00 0 
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ATOM 712 H GLYA 51149.707 4.902 1.170 1.00 0. 00 H 

ATOM 713 1HA GLYA 51151.047 2.483 0.458 1.00 0. 00 H 

ATOM 714 2HA GLYA 51151.356 3.462 1.885 1.00 0. 00 H 

ATOM 715 N LEU A 52149.638 0.775 1.585 1.00 0. 00 N 

5 ATOM 716 CA LEU A 52148.973 -0.303 2.309 1.00 0. 00 C 

ATOM 717 C LEU A 52149.989 -1.169 3.048 1.00 0. 00 C 

ATOM 718 0 LEU A 52151.096 -1.398 2.561 1.00 0.00 0 

ATOM 719 CB LEU A 52148.157 -1.166 1.345 1.00 0. 00 C 

ATOM 720 CG LEU A 52146.971 -0.456 0.688 1.00 0. 00 C 

10 ATOM 721 CD 1 LEU A 52146.473 -1.249 -0.511 1.00 0. 00 C 

ATOM 722 CD 2 LEU A 52145. 850 -0. 249 1. 695 1. 00 0. 00 C 

ATOM 723 H LEU A 52149. 904 0. 632 0. 653 1. 00 0. 00 H 

ATOM 724 HA LEU A 52148.307 0.145 3.030 1.00 0. 00 H 

ATOM 725 1HB LEU A 52148.816 -1.520 0.565 1.00 0. 00 H 

15 ATOM 726 2HB LEU A 52147.780 -2.018 1.889 1.00 0. 00 H 

ATOM 727 HG LEU A 52147.291 0.514 0.337 1. 00 0. 00 H 

ATOM 728 1HD1 LEU A 52147.292 -1.809 -0.937 1.00 0. 00 H 

ATOM 729 2HD1 LEU A 52146. 077 -0. 569 -1. 252 1. 00 0. 00 H 

ATOM 730 3HD1 LEU A 52145.696 -1.929 -0.195 1.00 0. 00 H 

20 ATOM 731 1HD2 LEU A 52145.336 -1.185 1.860 1.00 0. 00 H 

ATOM 732 2HD2 LEU A 52145.154 0.482 1.314 1.00 0. 00 H 

ATOM 733 3HD2 LEU A 52146. 266 0. 102 2. 628 1. 00 0. 00 H 

ATOM 734 N GLU A 53149.603 -1.646 4.227 1.00 0. 00 N 

ATOM 735 CA GLU A 53150.479 -2.487 5.035 1.00 0. 00 C 

25 ATOM 736 C GLU A 53149.945 -3.914 5.110 1.00 0. 00 C 

ATOM 737 0 GLU A 53148.905 -4.167 5.719 1.00 0.00 0 

ATOM 738 CB GLU A 53150.619 -1.908 6.444 1.00 0. 00 C 

ATOM 739 CG GLU A 53151.548 -2.709 7.342 1.00 0. 00 C 

ATOM 740 CD GLU A 53151.003 -2.872 8.747 1.00 0. 00 C 
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ATOM 


741 


0E1 


GLU A 


53150. 405 


-3. 929 




ATOM 


742 


0E2 


GLU A 


53151. 176 


-1. 940 




ATOM 


743 


H 


GLU A 


53148. 708 


-1. 428 




ATOM 


744 


HA 


GLU A 


53151. 451 


-2. 503 


5 


ATOM 


745 


1HB 


GLU A 


53151. 004 


-0. 902 




ATOM 


746 


2HB 


GLU A 


53149. 644 


-1. 877 




ATOM 


747 


1HG 


GLU A 


53151. 686 


-3. 690 




ATOM 


748 


2HG 


GLU A 


53152. 500 


-2. 203 




ATOM 


749 


N 


LEU A 


54150. 663 


-4. 842 


10 


ATOM 


750 


CA 


LEU A 


54150. 262 


-6. 244 




ATOM 


751 


C 


LEU A 


54150. 392 


-6. 851 




ATOM 


752 


0 


LEU A 


54151. 214 


-6.411 




ATOM 


753 


CB 


LEU A 


54151. 110 


-7. 037 




ATOM 


754 


CG 


LEU A 


54151. 206 


-6. 425 


15 


ATOM 


755 


CD1 


LEU A 


54152. 397 


-6. 999 




ATOM 


756 


CD2 


LEU A 


54149. 919 


-6. 664 




ATOM 


757 


H 


LEU A 


54151. 483 


-4. 580 




ATOM 


758 


HA 


LEU A 


54149. 227 


-6. 292 




ATOM 


759 


1HB 


LEU A 


54152. 108 


-7. 127 


20 


ATOM 


760 


2HB 


LEU A 


54150. 687 


-8. 026 




ATOM 


761 


HG 


LEU A 


54151. 352 


-5. 358 




ATOM 


762 


1HD1 


LEU A 


54152. 143 


-7. 976 




ATOM 


763 


2HD1 


LEU A 


54153. 239 


-7. 086 




ATOM 


764 


3HD1 


LEU A 


54152. 656 


-6. 345 


25 


ATOM 


765 


1HD2 


LEU A 


54149. 250 


-5. 828 




ATOM 


766 


2HD2 LEU A 


54149. 448 


-7. 569 




ATOM 


767 


3HD2 LEU A 


54150. 145 


-6. 761 




ATOM 


768 


N 


GLU A 


55149. 577 


-7. 864 




ATOM 


769 


CA 


GLU A 


55149. 603 


-8. 531 



PCT/JP2003/010288 

9. 034 1. 00 0. 00 0 

9. 563 1. 00 0. 00 0 

4. 562 1. 00 0. 00 H 

4. 564 1. 00 0. 00 H 

6. 370 1. 00 0. 00 H 

6. 907 1. 00 0. 00 H 

6. 911 1. 00 0. 00 H 

7. 396 1. 00 0. 00 H 
4. 488 1. 00 0. 00 N 

4. 484 1. 00 0. 00 C 

5. 878 1. 00 0. 00 C 

6. 682 1. 00 0. 00 0 

3. 488 1. 00 0. 00 C 

2. 090 1. 00 0. 00 C 
1. 338 1. 00 0. 00 C 

1. 315 1. 00 0. 00 C 

4. 020 1. 00 0. 00 H 
4. 180 1. 00 0. 00 H 

3. 890 1. 00 0. 00 H 
3. 396 1. 00 0. 00 H 

2. 180 1. 00 0. 00 H 
0. 952 1. 00 0. 00 H 
2. 009 1. 00 0. 00 H 

0. 519 1. 00 0. 00 H 

1. 463 1. 00 0. 00 H 
1. 667 1. 00 0. 00 H 
0. 263 1. 00 0. 00 H 

6. 156 1. 00 0. 00 N 

7. 451 1. 00 0. 00 C 
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770 C GLU A 55150.652 -9.638 7.472 1.00 0. 00 C 

771 0 GLU A 55151.247 -9.925 8.511 1.00 0.00 0 

772 CB GLU A 55148.225 -9.112 7.777 1.00 0. 00 C 

773 CG GLU A 55147.239 -8.081 8.300 1.00 0. 00 C 

774 CD GLU A 55147.170 -8.058 9.815 1.00 0. 00 C 

775 0E1 GLU A 55146.195 -8.603 10.374 1.00 0.00 0 

776 0E2 GLU A 55148.091 -7.495 10.444 1.00 0.00 0 

777 H GLU A 55148. 945 -8.169 5.473 1.00 0. 00 H 

778 HA GLU A 55149.859 -7.795 8.199 1.00 0. 00 H 

779 1HB GLU A 55147.812 -9.551 6.880 1.00 0. 00 H 

780 2HB GLU A 55148.339 -9.882 8.525 1.00 0. 00 H 

781 1HG GLU A 55147.543 -7.103 7.955 1.00 0. 00 H 

782 2HG GLU A 55146.258 -8.311 7.913 1.00 0. 00 H 

783 N ASP A 56150.874 -10.258 6.317 1.00 0. 00 N 

784 CA ASP A 56151.851 -11.333 6.202 1.00 0. 00 C 

785 C ASP A 56153.173 -10.811 5.649 1.00 0. 00 C 

786 0 ASP A 56153.208 -10.169 4.599 1.00 0.00 0 

787 CB ASP A 56151.313 -12.446 5.301 1.00 0. 00 C 

788 CG ASP A 56150.352 -13.365 6.029 1.00 0. 00 C 

789 0D1 ASP A 56149.236 -13.588 5. 512 1. 00 0.00 0 

790 OD2 ASP A 56150.715 -13.864 7.114 1.00 0.00 0 

791 H ASP A 56150.368 -9.984 5.523 1. 00 0. 00 H 

792 HA ASP A 56152.022 -11.733 7.190 1.00 0. 00 H 

793 1HB ASP A 56150.793 -12.004 4.464 1.00 0. 00 H 

794 2HB ASP A 56152.140 -13.036 4.934 1.00 0. 00 H 

795 N GLU A 57154.259 -11.088 6.363 1.00 0. 00 N 

796 CA GLU A 57155. 584 -10. 645 5. 943 1. 00 0. 00 C 

797 C GLU A 57156.033 -11.387 4.689 1.00 0. 00 C 

798 0 GLU A 57156. 555 -12. 499 4. 766 1. 00 0. 00 0 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 



WO 2004/016781 PCT/JP2003/0 10288 

383 

ATOM 799 CB GLU A 57156.597 -10.862 7.068 1.00 0. 00 C 

ATOM 800 CG GLU A 57156.634 -9.728 8.079 1.00 0. 00 C 

ATOM 801 CD GLU A 57157.934 -9.686 8.859 1.00 0. 00 C 

ATOM 802 0E1 GLU A 57158.886 -9.025 8.391 1.00 0.00 0 

ATOM 803 0E2 GLU A 57158.001 -10.312 9.938 1.00 0.00 0 

ATOM 804 H GLU A 57154.167 -11.603 7.192 1.00 0. 00 H 

ATOM 805 HA GLU A 57155.525 -9.590 5.722 1.00 0. 00 H 

ATOM 806 1HB GLU A 57156.348 -11.774 7.591 1.00 0. 00 H 

ATOM 807 2HB GLU A 57157.582 -10.963 6.636 1.00 0. 00 H 

ATOM 808 1HG GLU A 57156.517 -8.792 7.557 1.00 0. 00 H 

ATOM 809 2HG GLU A 57155.819 -9.856 8.776 1. 00 0. 00 H 

ATOM 810 N CYS A 58155.825 -10.764 3.533 1.00 0. 00 N 

ATOM 811 CA CYS A 58156.210 -11.364 2.261 1.00 0. 00 C 

ATOM 812 C CYS A 58157.455 -10.689 1.695 1.00 0. 00 C 

ATOM 813 0 CYS A 58157.512 -9.465 1.580 1.00 0.00 0 
ATOM 814 CB CYS A 58155. 060 -11. 263 1. 258 LOO 0. 00 C 

ATOM 815 SG CYS A 58155.200 -12.400 -0.142 1.00 0. 00 S 
ATOM 816 H CYS A 58155.405 -9.879 3.536 1. 00 0. 00 H 
ATOM 817 HA CYS A 58156.429 -12.406 2.440 1.00 0. 00 H 
ATOM 818 1HB CYS A 58154.131 -11.480 1.763 1. 00 0. 00 H 
ATOM 819 2HB CYS A 58155.023 -10.257 0.864 1.00 0. 00 H 
ATOM 820 HG CYS A 58155.346 -13.282 0.206 1.00 0. 00 H 
ATOM 821 N ALA A 59158.450 -11.497 1.343 1.00 0. 00 N 
ATOM 822 CA ALA A 59159.695 -10.978 0.787 1. 00 0. 00 C 

ATOM 823 C ALA A 59159.453 -10.283 -0.548 1.00 0. 00 C 

ATOM 824 0 ALA A 59158.956 -10.893 -1.495 1.00 0.00 0 
ATOM 825 CB ALA A 59160.709 -12.100 0.625 1.00 0. 00 C 
ATOM 826 H ALA A 59158.345 -12.464 1.458 1.00 0. 00 H 
ATOM 827 HA ALA A 59160.097 -10.259 1.487 1.00 0. 00 H 
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ATOM 828 1HB ALA A 59161.226 -12.256 1.561 1.00 0. 00 H 

ATOM 829 2HB ALA A 59161.421 -11.833 -0.141 1.00 0. 00 H 

ATOM 830 3HB ALA A 59160.197 -13.008 0.341 1.00 0. 00 H 

ATOM 831 N GLY A 60159.808 -9.005 -0.618 1.00 0. 00 N 

5 ATOM 832 CA GLY A 60159.622 -8.249 -1.842 1.00 0. 00 C 

ATOM 833 C GLY A 60159.105 -6.847 -1.587 1.00 0. 00 C 

ATOM 834 0 GLY A 60159.364 -5.931 -2.367 1.00 0.00 0 

ATOM 835 H GLY A 60160.200 -8.570 0.169 1.00 0. 00 H 

ATOM 836 1HA GLY A 60160.568 -8.184 -2.359 1.00 0. 00 H 

10 ATOM 837 2HA GLY A 60158.916 -8.772 -2.471 1.00 0. 00 H 

ATOM 838 N CYS A 61158.372 -6.679 -0.491 1.00 0. 00 N 

ATOM 839 CA CYS A 61157.818 -5.378 -0.135 1.00 0. 00 C 

ATOM 840 C CYS A 61158.817 -4.564 0.680 1.00 0. 00 C 

ATOM 841 0 CYS A 61159.828 -5.091 1.147 1.00 0.00 0 

15 ATOM 842 CB CYS A 61156.519 -5.553 0.656 1.00 0. 00 C 

ATOM 843 SG CYS A 61155.273 -6.557 -0.185 1.00 0. 00 S 

ATOM 844 H CYS A 61158.200 -7.447 0.092 1.00 0. 00 H 

ATOM 845 HA CYS A 61157.602 -4.848 -1.050 1.00 0. 00 H 

ATOM 846 1HB CYS A 61156.742 -6.029 1.598 1.00 0. 00 H 
20 ATOM 847 2HB CYS A 61156.087 -4.581 0.843 1.00 0. 00 H 
ATOM 848 HG CYS A 61154.755 -7.009 0.485 1.00 0. 00 H 
ATOM 849 N THR A 62158.529 -3.278 0.848 1.00 0. 00 N 
ATOM 850 CA THR A 62159.402 -2.391 1.608 1.00 0. 00 C 
ATOM 851 C THR A 62158.917 -2.249 3.047 1.00 0. 00 C 
25 ATOM 852 0 THR A 62157.942 -2.885 3.448 1.00 0.00 0 
ATOM 853 CB THR A 62159.471 -1.016 0.942 1.00 0. 00 C 
ATOM 854 0G1 THR A 62158.253 -0.718 0.283 1.00 0.00 0 
ATOM 855 CG2 THR A 62160.584 -0.898 -0.076 1.00 0. 00 C 
ATOM 856 H THR A 62157.709 -2.916 0.453 1.00 0. 00 H 
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ATOM 857 HA THR A 62160.390 -2.827 1.616 1.00 0. 00 H 

ATOM 858 HB THR A 62159.637 -0.267 1.703 1.00 0. 00 H 

ATOM 859 HG1THRA 62158.243 0.209 0.033 1.00 0. 00 H 

ATOM 860 1HG2 THR A 62161.538 -0.993 0.421 1.00 0. 00 H 

ATOM 861 2HG2 THR A 62160.526 0.064 -0.563 1.00 0. 00 H 

ATOM 862 3HG2 THR A 62160.483 -1.681 -0.812 1.00 0. 00 H 

ATOM 863 N ASP A 63159.602 -1.412 3.818 1.00 0. 00 N 

ATOM 864 CA ASP A 63159.240 -1.185 5.212 1.00 0. 00 C 

ATOM 865 C ASP A 63158.612 0.192 5.394 1.00 0. 00 C 

ATOM 866 0 ASP A 63158.751 0.814 6.448 1.00 0.00 0 

ATOM 867 CB ASP A 63160.473 -1.319 6.108 1.00 0. 00 C 

ATOM 868 CG ASP A 63161.586 -0.372 5.706 1.00 0. 00 C 
ATOM 869 0D1 ASP A 63162.107 -0.513 4.580 1.00 0.00 0 
ATOM 870 0D2 ASP A 63161.935 0.512 6.517 1.00 0.00 0 
ATOM 871 H ASP A 63160.370 -0.933 3.440 1.00 0. 00 H 
ATOM 872 HA ASP A 63158.518 -1.938 5.493 1.00 0. 00 H 
ATOM 873 1HB ASP A 63160.193 -1.104 7.129 1.00 0. 00 H 
ATOM 874 2HB ASP A 63160.846 -2.331 6.048 1.00 0. 00 H 
ATOM 875 N GLY A 64157. 919 0. 662 4. 363 1. 00 0. 00 N 
ATOM 876 CA GLY A 64157.278 1.963 4.429 1.00 0. 00 C 
ATOM 877 C GLY A 64158.053 3.031 3.681 1.00 0. 00 C 

878 0 GLY A 64158. 129 4. 177 4. 125 1. 00 0. 00 0 

879 H GLY A 64157.841 0.122 3.548 1.00 0. 00 H 
ATOM 880 1HA GLY A 64156.289 1.887 4.004 1.00 0. 00 H 
ATOM 881 2HA GLY A 64157.192 2.256 5.466 1.00 0. 00 H 
ATOM 882 N THR A 65158.628 2.654 2.544 1.00 0. 00 N 
ATOM 883 CA THR A 65159.401 3.587 1.733 1.00 0. 00 C 
ATOM 884 C THR A 65159.066 3.428 0.253 1.00 0. 00 C 
ATOM 885 0 THR A 65159.267 2.360 -0.328 1.00 0. 00 0 



ATOM 
ATOM 
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ATOM 886 CB THR A 65160.898 3.371 1.955 1.00 0. 00 C 

ATOM 887 0G1 THR A 65161.198 1.990 2.046 1.00 0.00 0 

ATOM 888 CG2 THR A 65161.419 4.037 3.210 1.00 0. 00 C 

ATOM 889 H THR A 65158.532 1.726 2.243 1.00 0. 00 H 

5 ATOM 890 HA THR A 65159.141 4.589 2.042 1.00 0. 00 H 

ATOM 891 HB THR A 65161.439 3.780 1.113 1.00 0. 00 H 

ATOM 892 HG1 THR A 65160.877 1.539 1.261 1.00 0. 00 H 

ATOM 893 1HG2 THR A 65161.665 5.067 2.995 1.00 0. 00 H 

ATOM 894 2HG2 THR A 65162.303 3.520 3.551 1.00 0. 00 H 

10 ATOM 895 3HG2 THR A 65160.661 4.001 3.978 1.00 0. 00 H 

ATOM 896 N PHE A 66158.556 4.496 -0.352 1.00 0. 00 N 

ATOM 897 CA PHE A 66158.193 4.473 -1.764 1.00 0. 00 C 

ATOM 898 C PHE A 66159.281 5.122 -2.615 1.00 0. 00 C 

ATOM 899 0 PHE A 66159.440 6.343 -2.613 1.00 0.00 0 

15 ATOM 900 CB PHE A 66156.862 5.195 -1.982 1.00 0. 00 C 

ATOM 901 CG PHE A 66156.296 5.008 -3.360 1. 00 0. 00 C 

ATOM 902 CD1 PHE A 66155.867 3.760 -3.784 1.00 0. 00 C 

ATOM 903 CD2 PHE A 66156.194 6.080 -4.233 1.00 0. 00 C 

ATOM 904 CE1 PHE A 66155.346 3.585 -5.052 1.00 0. 00 C 

20 ATOM 905 CE2 PHE A 66155.674 5.910 -5.502 1.00 0. 00 C 

ATOM 906 CZ PHE A 66155.249 4.662 -5.912 1.00 0. 00 C 

ATOM 907 H PHE A 66158.419 5.317 0.164 1.00 0. 00 H 

ATOM 908 HA PHE A 66158.086 3.442 -2.063 1.00 0. 00 H 

ATOM 909 1HB PHE A 66156.138 4.821 -1.272 1.00 0. 00 H 

25 ATOM 910 2HB PHE A 66157.004 6.254 -1.820 1.00 0. 00 H 

ATOM 911 HD1 PHE A 66155.942 2.918 -3.112 1.00 0. 00 H 

ATOM 912 HD2 PHE A 66156.525 7.056 -3.913 1.00 0. 00 H 

ATOM 913 HE 1 PHE A 66155.016 2.608 -5.371 1.00 0. 00 H 

ATOM 914 HE2 PHE A 66155.599 6.754 -6.172 1.00 0. 00 H 
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ATOM 915 HZ PHE A 66154.843 4.527 -6.904 1.00 0. 00 H 

ATOM 916 N ARG A 67160.027 4.296 -3.341 1.00 0. 00 N 

ATOM 917 CA ARG A 67161.100 4.789 -4.198 1.00 0. 00 C 

ATOM 918 C ARG A 67162.157 5. 521 -3.378 1.00 0. 00 C 

5 ATOM 919 0 ARG A 67162.675 6.557 -3.798 1.00 0.00 0 

ATOM 920 CB ARG A 67160. 534 5. 719 -5. 274 1. 00 0. 00 C 

ATOM 921 CG ARG A 67159.459 5.073 -6.133 1.00 0. 00 C 

ATOM 922 CD ARG A 67159.356 5.744 -7.493 1.00 0. 00 C 

ATOM 923 NE ARG A 67159.127 4.777 -8.564 1.00 0. 00 N 

10 ATOM 924 CZ ARG A 67159.155 5.084 -9.859 1.00 0. 00 C 

ATOM 925 NH1 ARG A 67159.400 6.331 -10.247 1.00 0. 00 N 

ATOM 926 NH2 ARG A 67158.938 4.145 -10.769 1.00 0. 00 N 

ATOM 927 H ARG A 67159.851 3.333 -3.302 1.00 0. 00 H 

ATOM 928 HA ARG A 67161.559 3.937 -4.677 1.00 0. 00 H 

15 ATOM 929 1HB ARG A 67160.107 6.587 -4.794 1.00 0. 00 H 

ATOM 930 2HB ARG A 67161.340 6.035 -5.920 1.00 0. 00 H 

ATOM 931 1HG ARG A 67159.705 4.031 -6.275 1.00 0. 00 H 

ATOM 932 2HG ARG A 67158.509 5.156 -5.626 1.00 0. 00 H 

ATOM 933 1HD ARG A 67158.534 6.444 -7.473 1.00 0. 00 H 
20 ATOM 934 2HD ARG A 67160.275 6.275 -7.690 1.00 0. 00 H 
ATOM 935 HE ARG A 67158.944 3.850 -8.305 1.00 0. 00 H 
ATOM 936 1HH1 ARG A 67159.565 7.044 -9.566 1.00 0. 00 H 
ATOM 937 2HH1 ARG A 67159.421 6.555 -11.221 1.00 0. 00 H 
ATOM 938 1HH2 ARG A 67158. 753 3. 205 -10. 481 1. 00 0. 00 H 
25 ATOM 939 2HH2 ARG A 67158.958 4.375 -11.741 1.00 0. 00 H 
ATOM 940 N GLY A 68162.473 4.977 -2.208 1.00 0. 00 N 
ATOM 941 CA GLY A 68163.468 5.592 -1.349 1.00 0. 00 C 
ATOM 942 C GLY A 68162.935 6.814 -0.627 1.00 0. 00 C 
ATOM 943 0 GLY A 68163.691 7.728 -0.297 1.00 0.00 0 
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1. 926 1. 00 0.00 H 

0.617 1.00 0. 00 H 

1.950 1.00 0. 00 H 

•0. 382 1. 00 0. 00 N 

0. 305 1. 00 0. 00 C 
1.411 1. 00 0.00 C 

1. 164 1. 00 0. 00 0 
-0. 689 1. 00 0. 00 C 
-1. 855 1. 00 0. 00 0 
-0. 125 1. 00 0. 00 C 
-0. 669 1. 00 0. 00 H 

0. 749 1. 00 0. 00 H 

-0. 974 1. 00 0. 00 H 

-2. 550 1. 00 0. 00 H 

0. 768 1. 00 0. 00 H 

0. 117 1. 00 0. 00 H 

-0. 858 1. 00 0. 00 H 

2. 629 1. 00 0. 00 N 

3. 771 1. 00 0. 00 C 

4. 018 1. 00 0. 00 C 

4. 005 1. 00 0. 00 0 

5. 023 1. 00 0. 00 C 

6. 260 1. 00 0. 00 C 

7. 410 1. 00 0. 00 C 

8. 697 1. 00 0. 00 N 

9. 131 1. 00 0. 00 C 
8. 385 1. 00 0. 00 N 

10. 315 1. 00 0. 00 N 
2. 762 1. 00 0. 00 H 



WO 2004/016781 PCT/JP2003/010288 

389 

ATOM 973 HA ARG A 70159.448 5.926 3.546 1.00 0. 00 H 

ATOM 974 1HB ARG A 70161.513 6.181 4.838 1.00 0. 00 H 

ATOM 975 2HB ARG A 70161.079 7.841 5.225 1.00 0. 00 H 

ATOM 976 1HG ARG A 70158.904 6.245 6.016 1.00 0. 00 H 

5 ATOM 977 2HG ARG A 70160.363 5.421 6.567 1.00 0. 00 H 

ATOM 978 1HD ARG A 70160.928 7.989 7.237 1.00 0. 00 H 

ATOM 979 2HD ARG A 70159.177 7.966 7.440 1.00 0. 00 H 

ATOM 980 HE ARG A 70159.436 6.606 9.267 1.00 0. 00 H 

ATOM 981 1HH1 ARG A 70162.438 6.711 7.492 1.00 0. 00 H 

10 ATOM 982 2HH1 ARG A 70163.337 5.881 8.717 1.00 0. 00 H 

ATOM 983 1HH2 ARG A 70160.615 5.515 10.880 1.00 0. 00 H 

ATOM 984 2HH2 ARG A 70162.303 5.202 10.641 1.00 0. 00 H 

ATOM 985 N TYR A 71157.454 7.233 4.243 1.00 0. 00 N 

ATOM 986 CA TYR A 71156.236 7.995 4.494 1.00 0. 00 C 

15 ATOM 987 C TYR A 71155.691 7.705 5.889 1.00 0. 00 C 

ATOM 988 0 TYR A 71155.213 8.606 6.578 1.00 0.00 0 

ATOM 989 CB TYR A 71155.177 7.661 3.442 1.00 0. 00 C 

ATOM 990 CG TYR A 71155.365 8.402 2.137 1.00 0. 00 C 

ATOM 991 CD 1 TYR A 71155.369 7.722 0.925 1.00 0. 00 C 

20 ATOM 992 CD 2 TYR A 71155.540 9.780 2.117 1.00 0. 00 C 

ATOM 993 CE1 TYR A 71155.542 8.396 -0.270 1.00 0. 00 C 

ATOM 994 CE2TYRA 71155.713 10.460 0.926 1.00 0. 00 C 

ATOM 995 CZ TYR A 71155.713 9.764 -0.263 1.00 0. 00 C 

ATOM 996 OH TYR A 71155.885 10.437 -1.451 1. 00 0.00 0 
25 ATOM 997 H TYR A 71157.415 6.255 4.240 1.00 0. 00 H 
ATOM 998 HA TYR A 71156.481 9.044 4.426 1.00 0. 00 H 
ATOM 999 1HB TYR A 71155.209 6.604 3.230 1.00 0. 00 H 

ATOM 1000 2HB TYR A 71154.202 7.916 3.831 1.00 0. 00 H 

ATOM 1001 HD1TYRA 71155.235 6.651 0.924 1.00 0. 00 H 
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3. 050 1. 00 0. 00 H 

1. 202 1. 00 0. 00 H 

0.931 1.00 0.00 H 

■2. 060 1. 00 0. 00 H 

6. 299 1. 00 0. 00 N 

7. 613 1. 00 0. 00 C 

8. 234 1. 00 0. 00 C 
7. 649 1. 00 0. 00 0 

7. 505 1. 00 0. 00 C 
6. 386 1. 00 0. 00 C 

5. 082 1. 00 0. 00 C 

6. 639 1. 00 0. 00 C 

4. 050 1. 00 0. 00 C 

5. 612 1. 00 0. 00 C 

4. 316 1. 00 0. 00 C 

5. 705 1. 00 0. 00 H 

8. 247 1. 00 0. 00 H 

8. 429 1. 00 0. 00 H 

7. 341 1. 00 0. 00 H 

4. 874 1. 00 0. 00 H 
7. 652 1. 00 0. 00 H 
3. 039 1. 00 0. 00 H 

5. 822 1. 00 0. 00 H 
3.511 1.00 0. 00 H 

9. 422 1. 00 0. 00 N 
10. 122 1. 00 0. 00 C 

10. 297 1. 00. 0. 00 C 

11. 028 1. 00 0. 00 0 
11. 487 1. 00 0. 00 C 
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ATOM 1031 0G1 THR A 73157.756 3.047 12.225 1.00 0.00 0 

ATOM 1032 CG2 THR A 73155.934 4.552 12.333 1.00 0. 00 C 

ATOM 1033 H THR A 73155.026 4.853 9.839 1.00 0. 00 H 

ATOM 1034 HA THR A 73157.523 3.320 9.526 1.00 0. 00 H 

5 ATOM 1035 HB THR A 73157.767 4.877 11.339 1.00 0. 00 H 

ATOM 1036 HG1 THR A 73158.668 3.311 12.370 1.00 0. 00 H 

ATOM 1037 1HG2 THR A 73156.046 5.613 12.504 1.00 0. 00 H 

ATOM 1038 2HG2 THR A 73155.932 4.033 13.281 1.00 0. 00 H 

ATOM 1039 3HG2 THR A 73155. 002 4. 368 11. 819 1. 00 0. 00 H 

10 ATOM 1040 N CYS A 74156.311 1.172 9.622 1.00 0. 00 N 

' ATOM 1041 CA CYS A 74155.651 -0.126 9.704 1.00 0. 00 C 

ATOM 1042 C CYS A 74156. 672 -1. 259 9. 654 1. 00 0. 00 C 

ATOM 1043 0 CYS A 74157.867 -1.025 9.475 1.00 0.00 0 

ATOM 1044 CB CYS A 74154. 644 -0. 282 8. 562 1. 00 0. 00 C 

15 ATOM 1045 SG CYS A 74152. 993 0. 348 8. 944 1. 00 0. 00 S 

ATOM 1046 H CYS A 74157. 105 1. 270 9. 056 1. 00 0. 00 H 

ATOM 1047 HA CYS A 74155. 125 -0. 172 10. 644 1. 00 0. 00 H 

ATOM 1048 1HB CYS A 74155. 007 0. 252 7. 697 1. 00 0. 00 H 

ATOM 1049 2HB CYS A 74154.548 -1.330 8.318 1.00 0. 00 H 

20 ATOM 1050 HG CYS A 74153. 037. 0. 799 9. 791 1. 00 0. 00 H 

ATOM 1051 N ALA A 75156.192 -2.488 9.816 1.00 0. 00 N 

ATOM 1052 CA ALA A 75157.063 -3.657 9.791 1.00 0. 00 C 

ATOM 1053 C ALA A 75157.708 -3.832 8.420 1.00 0. 00 C 

ATOM 1054 0 ALA A 75157.169 -3.385 7.408 1.00 0.00 0 

25 ATOM 1055 CB ALA A 75156.281 -4.906 10.171 1.00 0. 00 C 

ATOM 1056 H ALA A 75155.231 -2.611 9.956 1.00 0. 00 H 

ATOM 1057 HA ALA A 75157.840 -3.510 10.527 1.00 0. 00 H 

ATOM 1058 1HB ALA A 75155.259 -4.806 9.836 1.00 0. 00 H 

ATOM 1059 2HB ALA A 75156.298 -5.028 11.244 1.00 0. 00 H 
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9. 703 1. 00 0. 00 H 

8. 395 1. 00 0. 00 N 

7. 148 1. 00 0. 00 C 

6. 309 1. 00 0. 00 C 

6. 844 1. 00 0. 00 0 

7. 437 1. 00 0. 00 C 

8. 031 1. 00 0. 00 C 

9. 545 1. 00 0. 00 C 

7. 425 1. 00 0. 00 C 
9. 235 1. 00 0. 00 H 

6. 595 1. 00 0. 00 H 

8. 127 1. 00 0. 00 H 
6.513 1.00 0. 00 H 

7. 800 1. 00 0. 00 H 

9. 897 1. 00 0. 00 H 
9. 991 1. 00 0. 00 H 
9. 819 1. 00 0. 00 H 

6. 386 1. 00 0. 00 H 

7. 959 1. 00 0. 00 H 
7. 499 1. 00 0. 00 H 
4. 990 1. 00 0. 00 N 
4. 075 1. 00 0. 00 C 
4. 257 1. 00 0. 00 C 
4. 097 1. 00 0. 00 0 
4. 297 1. 00 0. 00 C 
4. 345 1. 00 0. 00 C 

2. 971 1. 00 0. 00 C 

3. 069 1. 00 0. 00 C 
2. 004 1. 00 0. 00 N 
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ATOM 1089 H LYS A 77159.473 -4.884 4.623 1.00 0. 00 H 

ATOM 1090 HA LYS A 77158.575 -6.278 3.067 1.00 0. 00 H 

ATOM 1091 1HB LYS A 77158.538 -8.382 5.231 1.00 0. 00 H 

ATOM 1092 2HB LYS A 77158.587 -8.637 3.492 1.00 0. 00 H 

5 ATOM 1093 1HG LYS A 77160.787 -7.268 5.015 1.00 0. 00 H 

ATOM 1094 2HG LYS A 77160. 749 -9.005 4.710 1.00 0. 00 H 

ATOM 1095 1HD LYS A 77160.993 -8.729 2.407 1.00 0. 00 H 

ATOM 1096 2HD LYS A 77160.480 -7.041 2.462 1.00 0. 00 H 

ATOM 1097 1HE LYS A 77162.544 -6.298 2.975 1.00 0. 00 H 

10 ATOM 1098 2HE LYS A 77162.883 -7.667 4.034 1.00 0. 00 H 

ATOM 1099 1HZ LYS A 77164.058 -7.312 1.683 1.00 0. 00 H 

ATOM 1100 2HZ LYS A 77162.743 -8.255 1.192 1.00 0. 00 H 

ATOM 1101 3HZ LYS A 77163.809 -8.840 2.368 1.00 0. 00 H 

ATOM 1102 N LYS A 78156.273 -5.453 4.593 1.00 0. 00 N 

15 ATOM 1103 CA LYS A 78154.833 -5.336 4.796 1.00 0. 00 C 

ATOM 1104 C LYS A 78154.337 -3.953 4.387 1.00 0. 00 C 

ATOM 1105 0 LYS A 78153.462 -3.379 5. 035 1.00 0.00 0 

ATOM 1106 CB LYS A 78154.482 -5.606 6.260 1.00 0. 00 C 

ATOM 1107 CG LYS A 78154.975 -6.951 6.768 1.00 0. 00 C 

20 ATOM 1108 CD LYS A 78154.548 -7.196 8.206 1.00 0. 00 C 

ATOM 1109 CE LYS A 78153.329 -8.101 8.279 1.00 0. 00 C 

ATOM 1110 NZ LYS A 78152.528 -7.854 9.510 1.00 0. 00 N 

ATOM 1111 H LYS A 78156.838 -4.661 4.705 1.00 0. 00 H 
ATOM 1112 HA LYS A 78154.350 -6.076 4.177 1.00 0. 00 H 
25 ATOM 1113 1HB LYS A 78154.920 -4.831 6.873 1.00 0. 00 H 
ATOM 1114 2HB LYS A 78153.408 -5.575 6.372 1.00 0. 00 H 
ATOM 1115 1HG LYS A 78154.567 -7.732 6.143 1.00 0. 00 H 
ATOM 1116 2HG LYS A 78156.054 -6.971 6.712 1.00 0. 00 H 
ATOM 1117 1HD LYS A 78155.363 -7.662 8.738 1.00 0. 00 H 
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ATOM 1118 2HD LYS A 78154.310 -6.247 8.667 1.00 0. 00 H 

ATOM 1119 1HE LYS A 78152.709 -7.919 7.414 1.00 0. 00 H 

ATOM 1120 2HE LYS A 78153.660 -9.129 8.274 1.00 0. 00 H 

ATOM 1121 1HZ LYS A 78151.535 -8.120 9.347 1.00 0. 00 H 

5 ATOM 1122 2HZ LYS A 78152.568 -6.849 9.768 1.00 0. 00 H 

ATOM 1123 3HZ LYS A 78152.903 -8.419 10.299 1.00 0. 00 H 

ATOM 1124 N ALA A 79154.903 -3.423 3.306 1.00 0. 00 N 

ATOM 1125 CA ALA A 79154.517 -2.107 2.811 1.00 0. 00 C 

ATOM 1126 C ALA A 79154.453 -2.093 1.287 1.00 0. 00 C 

10 ATOM 1127 0 ALA A 79155.479 -1.991 0.614 1.00 0.00 0 

ATOM 1128 CB ALA A 79155.491 -1.050 3.310 1.00 0. 00 C 

ATOM 1129 H ALA A 79155.595 -3.929 2.832 1.00 0. 00 H 

ATOM 1130 HA ALA A 79153.538 -1.876 3.204 1.00 0. 00 H 

ATOM 1131 1HB ALA A 79154.952 -0.139 3.526 1.00 0. 00 H 

15 ATOM 1132 2HB ALA A 79156.234 -0.858 2.551 1.00 0. 00 H 

ATOM 1133 3HB ALA A 79155.976 -1.402 4.208 1.00 0. 00 H 

ATOM 1134 N LEU A 80153.242 -2.196 0.749 1.00 0. 00 N 

ATOM 1135 CA LEU A 80153.045 -2.195 -0.696 1.00 0. 00 C 

ATOM 1136 C LEU A 80152.259 -0.964 -1.137 1.00 0. 00 C 

20 ATOM 1137 0 LEU A 80151.060 -0.857 -0.880 1. 00 0.00 0 

ATOM 1138 CB LEU A 80152.312 -3.465 -1.132 1.00 0. 00 C 

ATOM 1139 CG LEU A 80152.003 -3.553 -2.627 1.00 0. 00 C 

ATOM 1140 CD 1 LEU A 80153.212 -4.072 -3.391 1.00 0. 00 C 

ATOM 1141 CD 2 LEU A 80150.795 -4.445 -2.870 1.00 0. 00 C 
25 ATOM 1142 H LEU A 80152.462 -2.275 1.338 1.00 0. 00 H 

ATOM 1143 HA LEU A 80154.018 -2.173 -1.164 1.00 0. 00 H 

ATOM 1144 1HB LEU A 80152.919 -4.317 -0.859 1.00 0. 00 H 

ATOM 1145 2HB LEU A 80151.379 -3.521 -0.592 1.00 0. 00 H 

ATOM 1146 HG LEU A 80151.773 -2.566 -3.000 1.00 0. 00 H 
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A 80154.113 -3.837 -2.843 1.00 0. 00 H 





ATOM 


1147 1 




ATOM 


1148 \ 




ATOM 


1149 ; 




ATOM 


1150 : 


5 


ATOM 


1151 : 




ATOM 


1152 : 




ATOM 


1153 




ATOM 


1154 




ATOM 


1155 


10 


ATOM 


1156 




ATOM 


1157 




ATOM 


1158 




ATOM 


1159 




ATOM 


1160 


15 


ATOM 


1161 




ATOM 


1162 




ATOM 


1163 




ATOM 


1164 




ATOM 


1165 


20 


ATOM 


1166 




ATOM 


1167 




ATOM 


1168 




ATOM 


1169 




ATOM 


1170 


25 


ATOM 


1171 




ATOM 


1172 




ATOM 


1173 




ATOM 


1174 




ATOM 


1175 



HD2 LEU A 80149.892 -3.857 -2.792 1.00 0. 00 H 

HD2 LEU A 80150.775 -5. 234 -2.131 1.00 0. 00 H 

HD2 LEU A 80150. 858 -4. 877 -3. 857 1. 00 0. 00 H 

N PHE A 81152.943 -0.039 -1.802 1.00 0. 00 N 

CA PHE A 81152.309 1.184 -2.279 1.00 0. 00 C 

C PHE A 81151.493 0.917 -3.540 1.00 0. 00 C 

0 PHE A 81151.877 0.102 -4.379 1.00 0.00 0 

CB PHE A 81153.364 2.255 -2.559 1.00 0. 00 C 

CG PHE A 81154.090 2.718 -1.328 1.00 0. 00 C 

CD 1 PHE A 81155.218 2.048 -0.880 1.00 0. 00 C 

CD2 PHE A 81153.645 3.822 -0.619 1.00 0. 00 C 

CE1 PHE A 81155.888 2.471 0.252 1.00 0. 00 C 

CE2 PHE A 81154.311 4.250 0.515 1.00 0. 00 C 

CZ PHE A 81155.435 3.573 0.950 1.00 0. 00 C 

H PHE A 81153.896 -0.182 -1.977 1.00 0. 00 H 

HA PHE A 81151.646 1.538 -1.505 1.00 0. 00 H 

1HB PHE A 81154.096 1.859 -3.247 1.00 0. 00 H 

2HB PHE A 81152.885 3.115 -3.006 1.00 0. 00 H 

HD1 PHE A 81155.574 1.187 -1.426 1.00 0. 00 H 

HD2 PHE A 81152.767 4.351 -0.958 1.00 0. 00 H 

HE 1 PHE A 81156.766 1.940 0.591 1.00 0. 00 H 

HE2 PHE A 81153.954 5.111 1.059 1.00 0. 00 H 

HZ PHE A 81155.957 3.906 1.835 1.00 0. 00 H 

N VAL A 82150.364 1.608 -3.667 1.00 0. 00 N 

CA VAL A 82149.494 1.444 -4.825 1.00 0. 00 C 

C VAL A 82148.612 2.671 -5.027 1.00 0. 00 C 
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ATOM 


1176 


0 


VAL A 


82148. 497 


3. 519 




ATOM 


1177 


CB 


VAL A 


82148. 598 


0. 200 




ATOM 


1178 


CGI VAL A 


82149. 428 


-l. 071 




ATOM 


1179 


CG2 VAL A 


r\ r\ -4 An A A n 

82147. 827 


0. 243 


5 


ATOM 


1180 


H 


VAL A 


82150. Ill 


2. 242 




ATOM 


1181 


HA 


VAL A 


82150. 120 


l. 314 




ATOM 


1182 


HB 


VAL A 


82147. 885 


0. 200 




ATOM 


1183 


1HG1 VAL A 


82150. 036 


-l. 038 




ATOM 


1184 2HG1 VAL A 


82148. 771 


-l. 927 


10 


ATOM 


1185 


3HG1 


VAL A 


82150. 066 


-l. 150 




ATOM 


1186 


1HG2 


VAL A 


82148. 388 


0. 808 




ATOM 


1 1 87 


2HG2 VAL A 


82147. 675 


-0. 762 




ATOM 


1188 


3HG2 VAL A 


82146. 869 


0. 716 




ATOM 


1189 


N 


LYS A 


83147. 991 


2. 760 


15 


ATOM 


1 1 ft A 

1190 


CA 


LYS A 


83147. 1 18 


3. 884 




ATOM 


1191 


C 


LYS A 


83145. 833 


3. 826 




ATOM 


1192 


0 


LYS A 


83145. 108 


2. 83 1 




ATOM 


1193 


CB 


LYS A 


83146. 786 


3. 890 




ATOM 


1194 


CG 


LYS A 


83148. 004 


4. 058 


20 


ATOM 


1195 


CD 


LYS A 


83147. 623 


4. 036 




ATOM 


1196 


CE 


LYS A 


83148. 408 


5. 068 




ATOM 


1197 


NZ 


LYS A 


83148. 692 


4. 605 




ATOM 


1198 


H 


LYS A 


83148. 122 


2. 052 




ATOM 


1199 


HA 


LYS A 


83147. 645 


4. 793 


25 


ATOM 


1200 


1HB 


LYS A 


83146. 305 


2. 957 




ATOM 


1201 


2HB 


LYS A 


83146. 104 


4. 703 




ATOM 


1202 


1HG 


LYS A 


83148. 476 


5. 002 




ATOM 


1203 


2HG 


LYS A 


83148. 695 


3. 25 1 




ATOM 


1204 


1HD 


LYS A 


83147. 829 


3. 055 
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4. 142 1. 00 0. 00 0 

4.684 1.00 0.00 C 

•4. 779 1. 00 0. 00 C 

•3. 373 1. 00 0. 00 C 

■2. 965 1. 00 0. 00 H 

-5. 697 1. 00 0. 00 H 

-5. 496 1. 00 0. 00 H 

-5. 671 1. 00 0. 00 H 

-4. 824 1. 00 0. 00 H 

-3. 912 1. 00 0. 00 H 

-2. 643 1. 00 0. 00 H 

-3. 011 1. 00 0. 00 H 

-3. 534 1. 00 0. 00 H 

-6. 199 1. 00 0. 00 N 

-6. 518 1. 00 0. 00 C 

-5. 700 1. 00 0. 00 C 

-5. 732 1. 00 0. 00 0 

-8. 012 1. 00 0.00 C 

-8. 904 1. 00 0. 00 C 

10. 376 1. 00 0. 00 C 

11. 171 1. 00 0.00 C 

12. 557 1. 00 0.00 N 
-6. 864 1. 00 0. 00 H 
-6. 272 1. 00 0. 00 H 
-8. 265 1. 00 0. 00 H 
-8.214 1.00 0. 00 H 
-8. 680 1. 00 0. 00 H 
-8. 709 1. 00 0. 00 H 
•10. 778 1. 00 0. 00 H 
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ATOM 


1205 


2HD 


LYS A 


83146. 568 


4. 250 




ATOM 


1206 


1HE 


LYS A 


83147. 833 


5. 980 




ATOM 


1207 


2HE 


LYS A 


83149. 343 


5. 258 




ATOM 


1208 


1HZ 


LYS A 


83147. 835 


4. 193 


5 


ATOM 


1209 


2HZ 


LYS A 


83149. 440 


3. 882 




ATOM 


1210 


3HZ 


LYS A 


83149. 006 


5. 404 




ATOM 


1211 


N 


LEU A 


84145. 559 


4. 900 




ATOM 


1212 


CA 


LEU A 


84144. 362 


4. 977 




ATOM 


1213 


C 


LEU A 


84143. 103 


4. 813 


10 


ATOM 


1214 


0 


LEU A 


84142. 124 


4. 210 




ATOM 


1215 


CB 


LEU A 


84144. 324 


6. 314 




ATOM 


1216 


CG 


LEU A 


84143. 055 


6. 569 




ATOM 


1217 


CD1 


LEU A 


84143. 085 


5. 777 




ATOM 


1218 


CD 2 LEU A 


84142. 896 


8. 055 


15 


ATOM 


1219 


H 


LEU A 


84146. 177 


5. 660 




ATOM 


1220 


HA 


LEU A 


84144. 405 


4. 175 




ATOM 


1221 


1HB 


LEU A 


84145. 170 


6. 352 




ATOM 


1222 


2HB 


LEU A 


84144. 426 


7. 107 




ATOM 


1223 


HG 


LEU A 


84142. 197 


6. 243 


20 


ATOM 


1224 


1HD1 


LEU A 


84142. 799 


4. 753 




ATOM 


1225 


2HD1 LEU A 


84142. 394 


6. 214 




ATOM 


1226 


3HD1 LEU A 


84144. 083 


5. 798 




ATOM 


1227 


1HD2 LEU A 


84143. 784 


8. 425 




ATOM 


1228 


2HD2 LEU A 


84142. 040 


8. 209 


25 


ATOM 


1229 


3HD2 LEU A 


84142. 750 


8. 586 




ATOM 


1230 


N 


LYS A 


85143. 138 


5. 352 




ATOM 


1231 


CA 


LYS A 


85141. 999 


5. 264 




ATOM 


1232 


C 


LYS A 


85141.717 


3. 814 




ATOM 


1233 


0 


LYS A 


85140. 589 


3. 461 
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10. 469 1. 00 0. 00 H 

11.217 1.00 0.00 H 

10. 664 1. 00 0. 00 H 

12. 979 1. 00 0. 00 H 

12. 546 1. 00 0. 00 H 

13. 143 1. 00 0. 00 H 
-4. 967 1. 00 0. 00 N 
-4. 138 1. 00 0. 00 C 
-4. 985 1. 00 0. 00 C 
-4. 547 1. 00 0. 00 0 
-3. 395 1. 00 0. 00 C 
-2. 580 1. 00 0. 00 C 
-1. 283 . 1. 00 0. 00 C 
-2. 295 1. 00 0. 00 C 
-4. 986 1. 00 0. 00 H 
-3.419 1. 00 0. 00 H 
-2. 725 1. 00 0. 00 H 
-4. 120 1. 00 0. 00 H 
-3. 150 1. 00 0. 00 H 
-1.479 1. 00 0. 00 H 
-0. 577 1. 00 0. 00 H 
-0. 870 1. 00 0. 00 H 
-1. 805 1. 00 0. 00 H 
-1. 654 1. 00 0. 00 H 
-3. 224 1. 00 0. 00 H 
-6. 199 1. 00 0. 00 N 
-7. 106 1. 00 0. 00 C 
-7. 488 1. 00 0. 00 C 
-7. 832 1. 00 0. 00 0 
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ATOM 


1234 


CB 


LYS A 


85142. 259 


6.093 


-8. 365 


1. 00 


0.00 c 




ATOM 


1235 


CG 


LYS A 


85143. 453 


5. 615 


-9. 173 


1. 00 


0. 00 c 




ATOM 


1236 


CD 


LYS A 


85143. 781 


6. 575 


-10. 306 


1. 00 


0.00 c 




ATOM 


1237 


CE 


LYS A 


85144. 955 


7. 474 


-9. 953 


1. 00 


0. 00 c 


5 


ATOM 


1238 


NZ 


LYS A 


85144. 679 


8. 301 


-8. 746 


1. 00 


0. 00 N 




ATOM 


1239 


H 


LYS A 


85143. 948 


5. 819 


-6. 491 


1. 00 


0. 00 H 




ATOM 


1240 


HA 


LYS A 


85141. 137 


5. 662 


-6. 595 


1. 00 


0. 00 H 




ATOM 


1241 


1HB 


LYS A 


85141. 384 


6. 050 


-8. 997 


1. 00 


0. 00 H 




ATOM 


1242 


2HB 


LYS A 


85142. 433 


7. 118 


-8. 077 


1. 00 


0. 00 H 


10 


ATOM 


1243 


1HG 


LYS A 


85144. 310 


5. 538 


-8. 521 


1. 00 


0. 00 H 




ATOM 


1244 


2HG 


LYS A 


85143. 229 


4. 643 


-9. 590 


1. 00 


0. 00 H 




ATOM 


1245 


1HD 


LYS A 


85144. 031 


6. 004 


-11. 188 


1. 00 


0. 00 H 




ATOM 


1246 


2HD 


LYS A 


85142. 914 


7. 189 


-10. 506 


1. 00 


0. 00 H 




ATOM 


1247 


1HE 


LYS A 


85145. 821 


6. 858 


-9. 766 


1. 00 


0. 00 H 


15 


ATOM 


1248 


2HE 


LYS A 


85145. 154 


8. 129 


-10. 789 


1. 00 


0. 00 H 




ATOM 


1249 


1HZ 


LYS A 


85145. 546 


8. 784 


-8. 437 


1. 00 


0.00 H 




ATOM 


1250 


2HZ 


LYS A 


85144. 337 


7. 698 


-7. 970 


1. 00 


0. 00 H 




ATOM 


1251 


3HZ 


LYS A 


85143. 953 


9.015 


-8. 959 


1. 00 


0. 00 H 




ATOM 


1252 


N 


SER A 


86142. 750 


2. 976 


-7. 427 


1. 00 


0. 00 N 


20 


ATOM 


1253 


CA 


SER A 


86142. 608 


1. 565 


-7. 767 


1. 00 


0. 00 C 




ATOM 


1254 


C 


SER A 


86142. 494 


0. 710 


-6. 509 


1. 00 


0. 00 C 




ATOM 


1255 


0 


SER A 


86142. 923 


-0. 444 


-6. 490 


1. 00 


0. 00 0 




ATOM 


1256 


CB 


SER A 


86143. 800 


1. 100 


-8. 607 


1. 00 


0. 00 c 




ATOM 


1257 


OG 


SER A 


86143. 657 


1. 500 


-9. 959 


1. 00 


0. 00 0 


25 


ATOM 


1258 


H 


SER A 


86143. 625 


3. 314 


-7. 147 


1. 00 


0. 00 H 




ATOM 


1259 


HA 


SER A 


86141. 704 


1. 453 


-8. 347 


1. 00 


0. 00 H 




ATOM 


1260 


1HB 


SER A 


86144. 707 


1. 531 


-8. 211 


1.00 


0. 00 H 




ATOM 


1261 


2HB 


SER A 


86143. 866 


0. 023 


-8. 568 


1. 00 


0. 00 H 




ATOM 


1262 


HG 


SER A 


86143. 468 


2. 440 


-9. 997 


1. 00 


0. 00 H 
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ATOM 


1263 


N 


CYS A 


87141. 913 


1. 284 


-5. 460 


1. 00 


0. 00 N 




ATOM 


1264 


CA 


CYS A 


87141. 742 


0. 575 


-4. 198 


1. 00 


0.00 C 




ATOM 


1265 


C 


CYS A 


87140. 267 


0. 304 


-3. 923 


1. 00 


0. 00 c 




ATOM 


1266 


0 


CYS A 


87139. 397 


1. 064 


-4. 346 


1. 00 


0. 00 0 


5 


ATOM 


1267 


CB 


CYS A 


87142. 347 


1. 382 


-3. 048 


1. 00 


0. 00 c 




ATOM 


1268 


SG 


CYS A 


87144. 153 


1. 474 


-3. 081 


1. 00 


0. 00 S 




ATOM 


1269 


H 


CYS A 


87141. 592 


2. 207 


-5. 537 


1. 00 


0. 00 H 




ATOM 


1270 


HA 


CYS A 


87142. 262 


-0. 369 


-4. 274 


1. 00 


0. 00 H 




ATOM 


1271 


1HB 


CYS A 


87141. 968 


2. 393 


-3. 089 


1. 00 


0. 00 H 


10 


ATOM 


1272 


2HB 


CYS A 


87142. 057 


0.933 


-2. 110 


1.00 


0. 00 H 




ATOM 


1273 


HG 


CYS A 


87144. 471 


1. 371 


-2. 181 


1. 00 


0. 00 H 




ATOM 


1274 


N 


ARG A 


88139. 992 


-0. 786 


-3. 212 


1. 00 


0. 00 N 




ATOM 


1275 


CA 


ARG A 


88138. 620 


-1. 156 


-2. 882 


1. 00 


0. 00 c 




ATOM 


1276 


C 


ARG A 


88138. 440 


-1. 289 


-1. 372 


1. 00 


0. 00 c 


15 


ATOM 


1277 


0 


ARG A 


88139. 327 


-1.781 


-0. 674 


1. 00 


0. 00 0 




ATOM 


1278 


CB 


ARG A 


88138. 247 


-2. 472 


-3. 569 


1. 00 


0. 00 c 




ATOM 


1279 


CG 


ARG A 


88137. 641 


-2. 286 


-4. 950 


1. 00 


0. 00 c 




ATOM 


1280 


CD 


ARG A 


88136. 123 


-2. 374 


-4. 909 


1. 00 


0. 00 c 




ATOM 


1281 


NE 


ARG A 


88135. 530 


-2. 222 


-6. 236 


1. 00 


0. 00 N 


20 


ATOM 


1282 


CZ 


ARG A 


88135. 476 


-1. 068 


-6. 897 


1. 00 


0. 00 c 




ATOM 


1283 


NH1 


ARG A 


88135. 977 


0. 037 


-6. 359 


1. 00 


0. 00 N 




ATOM 


1284 


NH2 


ARG A 


88134. 919 


-1. 019 


-8. 099 


1. 00 


0. 00 N 




ATOM 


1285 


H 


ARG A 


88140. 729 


-1. 354 


-2. 903 


1. 00 


0. 00 H 




ATOM 


1286 


HA 


ARG A 


88137. 971 


-0. 374 


-3. 246 


1. 00 


0. 00 H 


25 


ATOM 


1287 


1HB 


ARG A 


88139. 136 


-3. 077 


-3. 669 


1. 00 


0. 00 H 




ATOM 


1288 


2HB 


ARG A 


88137. 533 


-2. 997 


-2. 953 


1. 00 


0. 00 H 




ATOM 


1289 


1HG 


ARG A 


88137. 924 


-1. 316 


-5. 330 


1. 00 


0. 00 H 




ATOM 


1290 


2HG 


ARG A 


88138. 019 


-3. 056 


-5. 606 


1. 00 


0.00 H 




ATOM 


1291 


1HD 


ARG A 


88135. 842 


-3. 335 


-4. 507 


1. 00 


0. 00 H 



WO 2004/016781 



400 





ATOM 


1292 : 


2HD 


ARG A 


88135. 749 


-1. 591 




ATOM 


1293 


HE 


ARG A 


88135. 152 


-3. 023 




ATOM 


1294 


1HH1 


ARG A 


88136. 399 


0. 007 




ATOM 


1295 


2HH1 


ARG A 


88135. 934 


0. 901 


5 


ATOM 


1296 


1HH2 


ARG A 


88134. 539 


-1. 848 




ATOM 


1297 


2HH2 


ARG A 


88134. 878 


-0. 152 




ATOM 


1298 


N 


PRO A 


89137. 282 


-0. 854 




ATOM 


1299 


CA 


PRO A 


89136. 995 


-0. 931 




ATOM 


1300 


C 


PRO A 


89137. 153 


-2. 347 


10 


ATOM 


1301 


0 


PRO A 


89136. 565 


-3. 293 




ATOM 


1302 


CB 


PRO A 


89135. 534 


-0. 482 




ATOM 


1303 


CG 


PRO A 


89135. 303 


0. 344 




ATOM 


1304 


CD 


PRO A 


89136. 166 


-0. 254 




ATOM 


1305 


HA 


PRO A 


89137. 622 


-0. 257 


15 


ATOM 


1306 


1HB 


PRO A 


89134. 889 


-1. 349 




ATOM 


1307 


2HB 


PRO A 


89135. 394 


0. 097 




ATOM 


1308 


1HG 


PRO A 


89134. 262 


0. 297 




ATOM 


1309 


2HG 


PRO A 


89135. 596 


1. 367 




ATOM 


1310 


1HD 


PRO A 


89135. 619 


-1. 009 


20 


ATOM 


1311 


2HD 


PRO A 


89136. 522 


0. 515 




ATOM 


1312 


N 


ASP A 


90137. 949 


-2. 484 




ATOM 


1313 


CA 


ASP A 


90138. 183 


-3. 784 




ATOM 


1314 


C 


ASP A 


90137. 359 


-3. 937 




ATOM 


1315 


0 


ASP A 


90137. 749 


-3. 455 


25 


ATOM 


1316 


CB 


ASP A 


90139. 668 


-3. 964 




ATOM 


1317 


CG 


ASP A 


90140. 101 


-5.416 




ATOM 


1318 


0D1 ASP A 


90139. 932 


-6. 041 




ATOM 


1319 


0D2 ASP A 


90140. 609 


-5. 928 




ATOM 


1320 


H 


ASP A 


90138. 389 


-1. 691 



PCT/JP2003/010288 

4. 265 1. 00 0. 00 H 

6. 656 1. 00 0. 00 H 

•5. 453 1. 00 0. 00 H 

■6.861 1.00 0. 00 H 

■8. 509 1. 00 0. 00 H 

-8. 596 1. 00 0.00 H 

-0. 841 1. 00 0. 00 N 

0. 595 1. 00 0. 00 C 

1. 140 1. 00 0. 00 C 
0. 616 1. 00 0. 00 0 

0. 696 1. 00 0. 00 C 
-0. 521 1. 00 0. 00 C 
-1. 596 1. 00 0. 00 C 

1. 160 1. 00 0. 00 H 

0. 715 1. 00 0. 00 H 

1. 597 1. 00 0. 00 H 
-0. 805 1. 00 0. 00 H 
-0. 332 1. 00 0. 00 H 
-2. 142 1. 00 0. 00 H 
-2. 265 1. 00 0. 00 H 

2. 196 1. 00 0. 00 N 

2. 811 1. 00 0. 00 C 

4. 086 1. 00 0. 00 C 

5. 149 1. 00 0. 00 0 

3. 127 1. 00 0. 00 C 

3. 066 1. 00 0. 00 C 

1. 997 1. 00 0. 00 0 

4. 085 1. 00 0. 00 0 

2. 569 1. 00 0. 00 H 



WO 2004/016781 _|gfc 

^ 401 

ATOM 1321 HA ASP A 90137. 878 -4. 544 

ATOM 1322 1HB ASP A 90140.253 -3.403 

ATOM 1323 2HB ASP A 90139. 866 -3. 589 

ATOM 1324 N SERA 91136.220 -4.611 

ATOM 1325 CA SERA 91135.343 -4.826 

ATOM 1326 C SERA 91135.563 -6.209 

ATOM 1327 0 SERA 91134.646 -6.803 

ATOM 1328 CB SERA 91133.879 -4.667 

ATOM 1329 OG SERA 91133.091 -4.194 

ATOM 1330 H SERA 91135.962 -4.972 

ATOM 1331 HA SERA 91135.579 -4.079 

ATOM 1332 1HB SERA 91133.812 -3.962 

ATOM 1333 2HB SERA 91133.492 -5.624 

ATOM 1334 HG SERA 91132.300 -4.732 

ATOM 1335 N ARG A 92136.787 -6.715 

ATOM 1336 CA ARG A 92137. 126 -8. 028 

ATOM 1337 C ARG A 92137. 058 -8. 025 

ATOM 1338 0 ARG A 92136.757 -9.045 

ATOM 1339 CB ARG A 92138.525 -8.444 

ATOM 1340 CG ARG A 92138. 648 -8. 601 

ATOM 1341 CD ARG A 92137. 984 -9. 879 

ATOM 1342 NE ARG A 92136. 678 -9. 622 

ATOM 1343 CZ ARG A 92136.048 -10.481 

ATOM 1344 NH1 ARG A 92136.599 -11.654 

ATOM 1345 NH2 ARG A 92134. 864 -10. 169 

ATOM 1346 H ARG A 92137. 477 -6. 195 

ATOM 1347 HA ARG A 92 13 6. 406 -8. 738 

ATOM 1348 1HB ARG A 92139.234 -7.696 

ATOM 1349 2HB ARG A 92138. 776 -9. 388 
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2. 107 1. 00 0. 00 H 

2. 413 1. 00 0. 00 H 

4. 120 1. 00 0. 00 H . 

3. 972 1. 00 0. 00 N 

5. 118 1. 00 0. 00 C 

5. 723 1. 00 0. 00 C 

6. 289 1. 00 0. 00 0 

4. 702 1. 00 0. 00 C 

5. 781 1. 00 0. 00 0 
3. 098 1. 00 0. 00 H 
5. 859 1. 00 0. 00 H 

3. 887 1. 00 0. 00 H 

4. 383 1. 00 0. 00 H 

5. 861 1. 00 0. 00 H 

5. 600 1. 00 0. 00 N 

6. 137 1. 00 0. 00 C 

7. 660 1. 00 0. 00 C 

8. 281 1. 00 0. 00 0 
5. 677 1. 00 0. 00 C 

4. 171 1. 00 0. 00 C 
3. 686 1. 00 0. 00 C 
3. 082 1. 00 0. 00 N 
2. 285 1. 00 0. 00 C 
1. 994 1. 00 0. 00 N 
1.777 1.00 0. 00 N 
5.139 1.00 0. 00 H 

5. 757 1. 00 0. 00 H 
5. 999 1. 00 0. 00 H 
6.138 1.00 0. 00 H 
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ATOM 1350 1HG ARG A 92138.176 -7.758 3.690 1.00 0. 00 H 

ATOM 1351 2HG ARG A 92139.696 -8.627 3.906 1.00 0. 00 H 

ATOM 1352 1HD ARG A 92188.623 -10.346 2.952 1.00 0. 00 H 

ATOM 1353 2HD ARG A 92137.856 -10.545 4.527 1.00 0. 00 H 

ATOM 1354 HE ARG A 92136.248 -8.764 3.281 1.00 0. 00 H 

ATOM 1355 1HH1 ARG A 92137.492 -11.896 2.373 1.00 0. 00 H 

ATOM 1356 2HH1 ARG A 92136.120 -12.295 1.395 1.00 0. 00 H 

ATOM 1357 1HH2 ARG A 92134.444 -9.288 1.993 1.00 0. 00 H 

ATOM 1358 2HH2 ARG A 92134.390 -10.815 1.177 1.00 0. 00 H 

ATOM 1359 N PHE A 93137.340 -6.872 8.258 1.00 0. 00 N 

ATOM 1360 CA PHE A 93137.310 -6.734 9.709 1.00 0. 00 C 

ATOM 1361 C PHE A 93136.350 -5.627 10.133 1.00 0. 00 C 

ATOM 1362 0 PHE A 93136.554 -4.973 11.155 1.00 0.00 0 

ATOM 1363 CB PHE A 93138.713 -6.439 10.243 1.00 0. 00 C 

ATOM 1364 CG PHE A 93139.735 -7.465 9.842 1.00 0. 00 C 

ATOM 1365 CD 1 PHE A 93140.148 -7.570 8.523 1.00 0. 00 C 

ATOM 1366 CD2 PHE A 93140.281 -8.323 10.782 1.00 0. 00 C 

ATOM 1367 CE1 PHE A 93141.090 -8.512 8.151 1.00 0. 00 C 

ATOM 1368 CE2 PHE A 93141.222 -9.267 10.416 1.00 0. 00 C 

i ATOM 1369 CZ PHE A 93141.626 -9.361 9.099 1.00 0. 00 C 

ATOM 1370 H PHE A 93137.572 -6.093 7.709 1.00 0. 00 H 

ATOM 1371 HA PHE A 93136.966 -7.671 10.124 1.00 0. 00 H 

ATOM 1372 1HB PHE A 93139.039 -5.481 9.867 1.00 0. 00 H 

ATOM 1373 2HB PHE A 93138.680 -6.406 11.321 1.00 0. 00 H 

i ATOM 1374 HD1 PHE A 93139.731 -6.905 7.782 1.00 0. 00 H 

ATOM 1375 HD2 PHE A 93139.965 -8.250 11.813 1.00 0. 00 H 

ATOM 1376 HE 1 PHE A 93141.403 -8.585 7.120 1.00 0. 00 H 

ATOM 1377 HE2 PHE A 93141.639 -9.930 11.159 1.00 0. 00 H 

ATOM 1378 HZ PHE A 93142.361 -10.099 8.811 1.00 0. 00 H 
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ATOM 


1379 


N 


ALA A 




ATOM 


1380 


CA 


ALA A 




ATOM 


1381 


C 


ALA A 




ATOM 


1382 


0 


ALA A 


5 


ATOM 


1383 


CB 


ALA A 




ATOM 


1384 


H 


ALA A 




ATOM 


1385 


HA 


ALA A 




ATOM 


1386 


1HB 


ALA A 




ATOM 


1387 


2HB 


ALA A 


10 


ATOM 


1388 


3HB 


ALA A 




ATOM 


1389 


N 


SER A 




ATOM 


1390 


CA 


SER A 




ATOM 


1391 


C 


SER A 




ATOM 


1392 


0 


SER A 


15 


ATOM 


1393 


CB 


SER A 




ATOM 


1394 


OG 


SER A 




ATOM 


1395 


H 


SER A 




ATOM 


1396 


HA 


SER A 




ATOM 


1397 


1HB 


SER A 


20 


ATOM 


1398 


2HB 


SER A 




ATOM 


1399 


HG 


SER A 




ATOM 


1400 


N 


LEU A 




ATOM 


1401 


CA 


LEU A 




ATOM 


1402 


C 


LEU A 


25 


ATOM 


1403 


0 


LEU A 




ATOM 


1404 


CB 


LEU A 




ATOM 


1405 


CG 


LEU A 




ATOM 


1406 


CDl 


LEU A 




ATOM 


1407 


CD 2 


LEU A 



403 

94135.303 -5.421 

94134.313 -4.393 

94133.083 -4.992 

94132.438 -5.889 

94133.918 -3.663 

94135. 195 -5.975 

94134.765 -3.677 

94134. 109 -2. 606 

94132.867 -3.819 

94134. 498 -4. 044 

95132.763 -4.490 

95131.610 -4.975 

95130.308 -4.529 

95129.946 -3.354 

95131.664 -4.470 

95131.564 -3.058 

95133.315 -3.776 

95131.648 -6.054 

95130. 845 -4. 897 

95132.600 -4.770 

95132.373 -2.667 

96129.608 -5.477 

96128. 346 -5. 182 

96127.436 -6.404 

96126. 247 -6. 309 
96128. 601 -4. 708 
96127.648 -3.623 
96128.191 -2.242 

96127. 421 -3.768 



PCT/JP2003/0 10288 

9. 339 1. 00 0. 00 N 

9. 632 1. 00 0. 00 C 

10. 307 1. 00 0. 00 C 

9. 763 1. 00 0. 00 0 
8. 357 1. 00 0. 00 C 
8. 537 1. 00 0. 00 H 

10. 302 1. 00 0. 00 H 
8. 472 1. 00 0. 00 H 
8.161 1.00 0. 00 H 

7. 530 1. 00 0. 00 H 
11.495 1. 00 0. 00 N 

12. 245 1. 00 0. 00 C 

11. 587 1. 00 0. 00 C 

11. 637 1. 00 0. 00 0 

13. 688 1. 00 0. 00 C 

13. 739 1. 00 0. 00 0 

11. 877 1. 00 0. 00 H 

12. 249 1. 00 0. 00 H 

14. 247 1. 00 0. 00 H 
14. 136 1. 00 0. 00 H 

13. 400 1. 00 0. 00 H 

10. 970 1. 00 0. 00 N 
10. 302 1. 00 0. 00 C 
10. 293 1. 00 0. 00 C 
10. 601 1. 00 0. 00 0 

8. 870 1. 00 0. 00 C 
8. 366 1. 00 0. 00 C 
8. 694 1. 00 0. 00 C 
6. 869 1. 00 0. 00 C 
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ATOM 1408 H LEU A 96129.949 -6.395 10.965 1.00 0. 00 H 

ATOM 1409 HA LEU A 96127.859 -4.393 10.851 1.00 0. 00 H 

ATOM 1410 1HB LEU A 96129.611 -4.326 8.814 1.00 0. 00 H 

ATOM 1411 2HB LEU A 96128.520 -5.561 8.212 1.00 0. 00 H 

ATOM 1412 HG LEU A 96126.695 -3.733 8.862 1.00 0. 00 H 

ATOM 1413 1HD1 LEU A 96129.269 -2.255 8.634 1.00 0. 00 H 

ATOM 1414 2HD1 LEU A 96127. 889 -1. 963 9. 694 1. 00 0. 00 H 

ATOM 1415 3HD1 LEU A 96127.801 -1.524 7.987 1.00 0. 00 H 

ATOM 1416 1HD2 LEU A 96126.537 -4.363 6.695 1.00 0. 00 H 

ATOM 1417 2HD2 LEU A 96128.275 -4.253 6.421 1.00 0. 00 H 

ATOM 1418 3HD2 LEU A 96127. 289 -2.790 6.429 1.00 0. 00 H 

ATOM 1419 N GLN A 97128.003 -7.548 9.937 1.00 0. 00 N 

ATOM 1420 CA GLN A 97127.247 -8.794 9.885 1.00 0. 00 C 

ATOM 1421 C GLN A 97126.955 -9.315 11.292 1.00 0. 00 C 

ATOM 1422 0 GLN A 97125.796 -9.457 11.681 1.00 0.00 0 

ATOM 1423 CB GLN A 97128.014 -9.848 9.081 1.00 0. 00 C 

ATOM 1424 CG GLN A 97127.274 -10.326 7.843 1.00 0. 00 C 

ATOM 1425 CD GLN A 97127.055 -9.219 6.831 1.00 0. 00 C 

ATOM 1426 0E1 GLN A 97127.736 -8.193 6.859 1.00 0.00 0 

) ATOM 1427 NE2 GLN A 97126.102 -9.421 5.929 1.00 0. 00 N 

ATOM 1428 H GLN A 97128.953 -7.555 9.703 1.00 0. 00 H 
ATOM 1429 HA GLN A 97126.309 -8.591 9.390 1.00 0. 00 H 
ATOM 1430 1HB GLN A 97128.959 -9.428 8.770 1.00 0. 00 H 
ATOM 1431 2HB GLN A 97128.202 -10.703 9.714 1.00 0. 00 H 
5 ATOM 1432 1HG GLN A 97127.849 -11.112 7.376 1.00 0. 00 H 
ATOM 1433 2HG GLN A 97126.311 -10.716 8.143 1.00 0. 00 H 
ATOM 1434 1HE2 GLN A 97125. 600 -10. 262 5. 967 1. 00 0. 00 H 
ATOM 1435 2HE2 GLN A 97125.939 -8.721 5.262 1.00 0. 00 H 

ATOM 1436 N PROA 98128.007 -9.608 12.075 1.00 0. 00 N 
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ATOM 


1437 


CA 


PRO A 


98127. 855 • 


-10. 116 


13. 442 


1. 00 


0. 00 c 




ATOM 


1438 


C 


PRO A 


98127. 388 


-9. 036 


14.412 


1. 00 


0.00 c 




ATOM 


1439 


0 


PRO A 


98127. 027 


-7. 933 


14.001 


1. 00 


0. 00 0 




ATOM 


1440 


CB 


PRO A 


98129. 266 


-10. 584 


13. 802 


1. 00 


0. 00 c 


5 


ATOM 


1441 


CG 


PRO A 


98130. 167 


-9. 736 


12. 973 


1. 00 


0. 00 c 




ATOM 


1442 


CD 


PRO A 


98129. 426 


-9. 470 


11. 691 


1. 00 


0.00 c 




ATOM 


1443 


HA 


PRO A 


98127. 174 


-10. 952 


13. 480 


1. 00 


0. 00 H 




ATOM 


1444 


1HB 


PRO A 


98129. 439 


-10. 434 


14. 858 


1. 00 


0.00 H 




ATOM 


1445 


2HB 


PRO A 


98129. 375 


-11.630 


13. 558 


1. 00 


0. 00 H 


10 


ATOM 


1446 


1HG 


PRO A 


98130. 372 


-8. 809 


13. 488 


1. 00 


0. 00 H 




ATOM 


1447 


2HG 


PRO A 


98131. 086 


-10. 266 


12. 772 


1. 00 


0.00 H 




ATOM 


1448 


1HD 


PRO A 


98129. 634 


-8. 470 


11. 337 


1. 00 


0. 00 H 




ATOM 


1449 


2HD 


PRO A 


98129. 695 


-10. 199 


10. 941 


1. 00 


0. 00 H 




ATOM 


1450 


N 


SER A 


99127. 397 


-9. 361 


15. 700 


1. 00 


0.00 N 


15 


ATOM 


1451 


CA 


SER A 


99126. 974 


-8. 420 


16. 730 


1. 00 


0.00 c 




ATOM 


1452 


C 


SER A 


99128. 013 


-8. 325 


17. 842 


1. 00 


0. 00 c 




ATOM 


1453 


0 


SER A 


99127. 894 


-8. 984 


18. 875 


1. 00 


0.00 0 




ATOM 


1454 


CB 


SER A 


99125. 624 


-8. 841 


17. 313 


1. 00 


0.00 c 




ATOM 


1455 


OG 


SER A 


99125. 449 


-10. 245 


17. 232 


1. 00 


0. 00 0 


20 


ATOM 


1456 


H 


SER A 


99127. 696 


-10. 257 


15. 965 


1. 00 


0. 00 H 




ATOM 


1457 


HA 


SER A 


99126. 869 


-7. 449 


16. 269 


1. 00 


0. 00 H 




ATOM 


1458 


1HB 


SER A 


99125. 573 


-8. 545 


18. 351 


1. 00 


0.00 H 




ATOM 


1459 


2HB 


SER A 


99124. 830 


-8. 359 


16. 762 


1. 00 


0. 00 H 




ATOM 


1460 


HG 


SER A 


99125. 229 


-10. 489 


16. 329 


1. 00 


0.00 H 


25 


ATOM 


1461 


N 


GLY A 


100129. 034 


-7. 502 


17. 623 


1. 00 


0.00 N 




ATOM 


1462 


CA 


GLY A 


100130. 080 


-7. 338 


18. 614 


1. 00 


0. 00 C 




ATOM 


1463 


C 


GLY A 


100129. 626 


-6. 514 


19. 806 


1. 00 


0. 00 C 




ATOM 


1464 


0 


GLY A 


100128. 689 


-5. 723 


19. 694 


1. 00 


0.00 0 




ATOM 


1465 


H 


GLY A 


100129. 076 


-7. 003 


16. 780 


1. 00 


0. 00 H 
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PCT/JP2003/010288 





ATOM 


1466 


1HA 


GLY A 


100130. 389 


-8. 312 


18. 962 


1. 00 


0. 00 H 




ATOM 


1467 


2HA 


GLY A 


100130. 925 


-6. 847 


18. 153 


1. 00 


0.00 H 




ATOM 


1468 


N 


PRO A 


101130. 277 


-6. 678 


20. 969 


1. 00 


0.00 N 




ATOM 


1469 


CA 


PRO A 101129.924 


-5. 935 


22. 183 


1. 00 


0.00 c 


5 


ATOM 


1470 


C 


PRO A 


1 a 1 1 o a nn i 

101130. 281 


-4. 456 


22. 081 


1. 00 


0.00 c 




ATOM 


1471 


0 


PRO A 


101130. 835 


-4. 008 


21. 078 


1. 00 


0. 00 0 




ATOM 


1472 


CB 


PRO A 


101130. 760 


-6. 613 


23. 272 


1. 00 


0.00 c 


• 


ATOM 


1473 


CG 


PRO A 


101131. 923 


-7. 196 


22. 548 


1. 00 


0.00 c 




ATOM 


1474 


CD 


PRO A 


101131. 408 


-7. 600 


21. 194 


1. 00 


0.00 c 


10 


ATOM 


1475 


HA 


PRO A 


101128. 874 


-6. 036 


22. 418 


1. 00 


0. 00 H 




ATOM 


1476 


1HB 


PRO A 


101131. 075 


-5. 877 


23. 998 


1. 00 


0.00 H 




ATOM 


1477 


2HB 


PRO A 


101130. 173 


-7. 379 


23. 757 


1. 00 


0.00 H 




ATOM 


1478 


1HG 


PRO A 


101132. 702 


-6. 456 


22. 446 


1. 00 


0.00 H 




ATOM 


1479 


2HG 


PRO A 


101132. 292 


-8. 060 


23. 080 


1. 00 


0.00 H 


15 


ATOM 


1480 


1HD 


PRO A 


101132. 171 


-7. 462 


20. 442 


1. 00 


0. 00 H 




ATOM 


1481 


2HD 


PRO A 


101131. 071 


-8. 625 


21. 207 


1. 00 


0.00 H 




ATOM 


1482 


N 


SER A 


102129. 959 


-3. 702 


23. 127 


1. 00 


0.00 N 




ATOM 


1483 


CA 


SER A 


102130. 245 


-2. 272 


23. 156 


1. 00 


0.00 C 




ATOM 


1484 


C 


SER A 


102131. 024 


-l. 897 


24. 413 


1. 00 


0.00 c 


20 


ATOM 


1485 


0 


SER A 


't r\ o 1 rt c\ Ann 

102132. 035 


-l. 200 


24. 344 


1. 00 


0.00 0 




ATOM 


1486 


CB 


SER A 


1 a n t o n a 4 r 

102128. 945 


-1. 469 


23. 089 


1. 00 


0.00 c 




ATOM 


1487 


OG 


SER A 


102127. 980 


-2. 124 


22. 284 


1. 00 


0.00 0 




ATOM 


1488 


H 


SER A 
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ATOM 1495 C SER A 103130. 874 -3.160 27.863 1.00 0. 00 C 
ATOM 1496 0 SER A 103131. 771 -3.823 28.384 1.00 0.00 0 
ATOM 1497 CB SER A 103130. 760 -0.712 27.358 1.00 0. 00 C 
ATOM 1498 OG SER A 103131. 620 0.311 26.891 1.00 0.00 0 

5 ATOM 1499 H SER A 103129. 734 -2.918 25.551 1.00 0. 00 H 
ATOM 1500 HA SER A 103132. 262 -2. 069 26. 665 1.00 0. 00 H 
ATOM 1501 1HB SER A 103129. 756 -0.503 27.021 1.00 0. 00 H 
ATOM 1502 2HB SER A 103130. 783 -0.720 28.438 1.00 0. 00 H 
ATOM 1503 HG SER A 103132. 396 0.360 27.455 1.00 0. 00 H 

10 ATOM 1504 N GLY A 104129. 588 -3.329 28.153 1.00 0. 00 N 
ATOM 1505 CA GLY A 104129. 170 -4.328 29.119 1.00 0. 00 C 
ATOM 1506 C GLY A 104127. 832 -4.001 29.751 1.00 0. 00 C 
ATOM 1507 0 GLY A 104127. 823 -3.345 30.815 1.00 0.00 0 
ATOM 1508 OXT GLY A 104126. 794 -4. 397 29. 183 1. 00 0. 00 0 

15 ATOM 1509 H GLY A 104128. 917 -2.771 27.707 1.00 0. 00 H 
ATOM 1510 1HA GLY A 104129. 097 -5.284 28.622 1.00 0. 00 H 
ATOM 1511 2HA GLY A 104129. 917 -4.395 29.897 1.00 0. 00 H 
TER 1512 GLY A 104 
ENDMDL 

20 

±Lfammmmm 8 

ATOM 1 N GLY A 1135.862 21.326 -5.428 1.00 0. 00 N 
ATOM 2 CA GLY A 1136.784 22.453 -5.740 1.00 0. 00 C 
ATOM 3 C GLY A 1136.436 23.144 -7.044 1.00 0. 00 C 
25 ATOM 4 0 GLY A 1135.778 24.184 -7.046 1.00 0.00 0 
ATOM 5 1H GLY A 1134.965 21.447 -5.941 1.00 0. 00 H 
ATOM 6 2H GLY A 1135.664 21.298 -4.408 1.00 0. 00 H 
ATOM 7 3H GLY A 1136.294 20.423 -5.712 1.00 0. 00 H 
ATOM 8 1HA GLY A 1136.736 23.175 -4.938 1.00 0. 00 H 
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ATOM 9 2HA GLY A 1137, 793 22.071 -5.805 1.00 0. 00 H 

ATOMO N SER A 2136. 880 22. 565 -8. 154 1. 00 0. 00 N 

AT0M11 CA SERA 2136.611 23.132 -9.471 1.00 0. 00 C 

AT0M12 C SERA 2135.133 23.008 -9.825 1.00 0. 00 C 

5 AT0M13 0 SERA 2134.622 21.906 -10.024 1.00 0.00 0 

AT0M14 CB SERA 2137.463 22.432 -10.532 1.00 0. 00 C 

AT0M15 OG SERA 2137.904 23.351 -11.518 1.00 0.00 0 

AT0M16 H SERA 2137.399 21.736 -8.087 1.00 0. 00 H 

AT0M17 HA SERA 2136.876 24.178 -9.441 1.00 0. 00 H 

10 ATOM 18 1HB SERA 2138.326 21.986 -10.063 1.00 0. 00 H 

ATOM 19 2HB SERA 2136.876 21.663 -11.012 1.00 0. 00 H 

ATOM20 HG SERA 2138.856 23.456 -11.454 1.00 0. 00 H 

AT0M21 N SERA 3134.452 24.146 -9.904 1.00 0. 00 N 

AT0M22 CA SERA 3133.032 24.166 -10.234 1.00 0. 00 C 

15 ATOM23 C SERA 3132.822 24.039 -11.740 1.00 0. 00 C 

AT0M24 0 SERA 3133.076 24.979 -12.494 1.00 0.00 0 

AT0M25 CB SER A 3132. 385 25. 455 -9. 725 1. 00 0. 00 C 

AT0M26 OG SERA 3132.929 26.590 -10.375 1.00 0.00 0 

AT0M27 H SERA 3134.915 24.993 -9.735 1.00 0. 00 H 

20 AT0M28 HA SERA 3132.567 23.323 -9.747 1.00 0. 00 H 

AT0M29 1HB SERA 3131.323 25.422 -9.915 1.00 0. 00 H 

ATOM30 2HB SERA 3132.558 25.547 -8.663 1.00 0. 00 H 
AT0M31 HG SERA 3132.626 26.615 -11.286 1.00 0. 00 H 
AT0M32 N GLY A 4132.358 22.871 -12.172 1.00 0. 00 N 
25 AT0M33 CA GLY A 4132. 122 22. 643 -13. 585 1. 00 0. 00 C 
AT0M34 C GLY A 4132.095 21.169 -13.938 1.00 0. 00 C 
AT0M35 0 GLY A 4132.285 20.314 -13.073 1.00 0.00 0 
AT0M36 H GLY A 4132.174 22.159 -11.525 1.00 0. 00 H 
AT0M37 1HA GLY A 4131. 175 23. 084 -13. 857 1. 00 0. 00 H 
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4132.906 23.123 -14.151 1.00 0. 00 H 
5131.857 20.871 -15.211 1.00 0.00 N 
5131.806 19.490 -15.676 1.00 0. 00 C 
5130.700 18.717 -14.963 1.00 0.00 C 
5130.136 19.190 -13.977 1.00 0.00 0 
5133.153 18.803 -15.448 1.00 0. 00 C 
5133.460 17.916 -16.510 1.00 0.00 0 
5131.714 21.598 -15.853 1.00 0. 00 H 
5131.593 19.505 -16.734 1.00 0. 00 H 
5133.930 19.550 -15.385 1.00 0. 00 H 
5133.118 18.242 -14.526 1.00 0. 00 H 
5133.809 18.414 -17.252 1.00 0. 00 H 
6130.397 17.527 -15.469 1.00 0. 00 N 
6129.360 16.689 -14.880 1.00 0. 00 C 
6129.754 15.216 -14.934 1.00 0. 00 C 
6129.519 14.536 -15. 934 1.00 0.00 0 
6128.031 16.900 -15.608 1.00 0. 00 C 
6128.003 18.156 -16.264 1.00 0.00 0 
6130.884 17.203 -16.256 1.00 0. 00 H 
6129.244 16.980 -13.847 1.00 0. 00 H 
6127.897 16.121 -16.343 1.00 0. 00 H 
6127.222 16.863 -14.893 1.00 0. 00 H 
6127. 925 18. 856 -15. 612 1. 00 0. 00 H 
7130.352 14.729 -13.853 1.00 0. 00 N 
7130.769 13.340 -13.798 1.00 0. 00 C 
7131.372 12.967 -12.458 1.00 0. 00 C 
7132.589 12.825 -12.335 1.00 0.00 0 
7130.513 15.317 -13.085 1.00 0. 00 H 
7129.910 12.711 -13.981 1.00 0. 00 H 
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13. 165 -14. 571 1. 00 0. 00 H 

12.809 -11.450 1.00 0.00 N 

12.451 -10. 112 1.00 0.00 C 

11. 105 -9.684 1.00 0.00 C 
10. 718 -10. 114 1. 00 0. 00 0 

13. 532 -9. 107 1. 00 0. 00 C 

14. 970 -9. 605 1. 00 0. 00 C 

15. 921 -8. 770 1. 00 0. 00 C 
15. 382 -9. 570 1. 00 0. 00 C 

12. 936 -11. 611 1. 00 0. 00 H 

12. 376 -10. 136 1. 00 0. 00 H 

13. 379 -8. 841 1. 00 0. 00 H 
13.412 -8.221 1.00 0. 00 H 

15. 031 -10. 627 1. 00 0. 00 H 

16. 892 -9. 242 1. 00 0. 00 H 
16. 010 -7. 782 1. 00 0. 00 H 
15.537 -8.692 1.00 0.00 H 

15. 168 -10. 525 1. 00 0. 00 H 

14. 832 -8. 795 1. 00 0. 00 H 

16. 441 -9. 367 1. 00 0. 00 H 
10. 395 -8. 834 1. 00 0. 00 N 

9. 092 -8. 348 1. 00 0. 00 C 

8. 694 -7. 086 1. 00 0. 00 C 

7. 522 -6. 886 1. 00 0. 00 0 

8. 038 -9. 430 1. 00 0. 00 C 
10. 756 -8. 527 1. 00. 0. 00 H 

9. 160 -8. 118 1. 00 0. 00 H 
7. 996 -10. 045 1. 00 0. 00 H 
7. 075 -8. 970 1. 00 0. 00 H 
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8. 295 -10. 044 1. 00 0. 00 H 

9. 675 -6. 238 1.00 0. 00 N 
9. 427 -4. 994 1. 00 0. 00 C 

10. 608 -4. 035 1. 00 0. 00 C 

11. 291 -3. 728 1. 00 0. 00 0 

9. 159 -5. 280 1. 00 0. 00 C 

10. 248 -6. 106 1. 00 0. 00 C 
10.200 -5.997 1.00 0.00 S 

11. 766 -6. 751 1. 00 0. 00 C 

10. 589 -6. 452 1. 00 0. 00 H 

8. 550 -4. 532 1. 00 0. 00 H 

9. 076 -4. 342 1. 00 0. 00 H 
8. 226 -5.817 1. 00 0. 00 H 

10. 123 -7. 140 1. 00 0. 00 H 

11. 209 -5. 752 1. 00 0. 00 H 

11. 598 -7.758 1. 00 0. 00 H 

12. 244 -6. 174 1. 00 0. 00 H 
12. 404 -6. 776 1. 00 0. 00 H 

10. 866 -3. 550 1. 00 0. 00 N 

11. 971 -2. 624 1. 00 0. 00 C 

11. 867 -1.340 1. 00 0. 00 C 

12. 845 -0.908 1. 00 0. 00 0 
11. 848 -2. 315 1. 00 0. 00 C 

11. 010 -3.412 1. 00 0. 00 C 
10. 103 -3. 867 1. 00 0. 00 C 

12. 926 -3.092 1. 00 0. 00 H 
11.379 -1.351 1.00 0. 00 H 
12. 831 -2. 304 1. 00 0. 00 H 
10.427 -3.036 1.00 0. 00 H 
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ATOM 125 2HG PROA 11128.436 11.641 

ATOM 126 1HD PROA 11129.843 9.171 

ATOM 127 2HD PROA 11129.794 9.920 

ATOM 128 N PRO A 12131. 677 10. 677 

ATOM 129 CA PROA 12132.438 10.469 

ATOM 130 C PROA 12133.904 10.857 

ATOM 131 0 PROA 12134.589 11.145 

ATOM 132 CB PRO A 12132. 309 8. 965 

ATOM 133 CG PROA 12131.074 8.556 

ATOM 134 CD PRO A 12130. 989 9. 447 

ATOM 135 HA PROA 12132.008 11.017 

ATOM 136 1HB PROA 12133.180 8.455 

ATOM 137 2HB PROA 12132.223 8.783 

ATOM 138 1HG PROA 12131.149 7.522 

ATOM 139 2HG PROA 12130.212 8.703 

ATOM 140 1HD PROA 12131.501 8.996 

ATOM 141 2HD PRO A 12129. 959 9. 647 

ATOM 142 N GLY A 13134.378 10.862 

ATOM 143 CA GLY A 13135.761 11.216 

ATOM 144 C GLY A 13136.420 10.278 

ATOM 145 0 GLY A 13136.953 10.716 

ATOM 146 H GLY A 13133.785 10.624 

ATOM 147 1HA GLY A 13135.794 12.220 

ATOM 148 2HA GLY A 13136.311 11.187 

ATOM 149 N ASN A 14136. 385 8. 983 

ATOM 150 CA ASN A 14136. 984 7. 980 

ATOM 151 C ASN A 14136. 171 6. 690 

ATOM 152 0 ASN A 14136.322 5.861 

ATOM 153 CB ASN A 14138. 424 7. 694 
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4. 225 1. 00 0. 00 H 

3. 321 1. 00 0. 00 H 

4. 929 1. 00 0. 00 H 
•0. 709 1. 00 0. 00 N 
0. 528 1. 00 0. 00 C 

0. 370 1. 00 0. 00 C 

1. 352 1. 00 0. 00 0 
0. 784 1. 00 0. 00 C 

0. 061 1. 00 0. 00 C 
-1. 146 1. 00 0. 00 C 

1. 353 1. 00 0. 00 H 

0. 397 1. 00 0. 00 H 

1. 845 1. 00 0. 00 H 
-0. 240 1. 00 0. 00 H 

0. 695 1. 00 0. 00 H 

-1. 984 1. 00 0. 00 H 

-1. 395 1. 00 0. 00 H 

-0. 872 1. 00 0. 00 N 

-1. 136 1. 00 0. 00 C 

-2. 127 1. 00 0. 00 C 

-3. 146 1. 00 0. 00 0 

-1.616 1.00 0. 00 H 

-1.531 1.00 0. 00 H 

-0. 208 1. 00 0. 00 H 

-1. 827 1. 00 0. 00 N 

-2. 698 1. 00 0. 00 C 

-2. 683 1. 00 0. 00 C 

-1. 785 1. 00 0. 00 0 

-2. 268 1. 00 0. 00 C 
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ATOM 


201 


C 


LEU A 


20 


ATOM 


202 


0 


LEU A 




ATOM 


203 


CB 


LEU A 




ATOM 


204 


CG 


LEU A 




ATOM 


205 


CD1 


LEU A 




ATOM 


206 


CD 2 


LEU A 


25 


ATOM 


207 


H 


LEU A 




ATOM 


208 


HA 


LEU A 




ATOM 


209 


1HB 


LEU A 




ATOM 


210 


2HB 


LEU A 




ATOM 


211 


HG 


LEU A 



414 

16130.856 1.170 

16134. 936 4. 559 

16132.187 5.087 

16133. 953 2. 708 

16132.715 3.143 

16130.219 3.462 

16133. 035 0.986 

16128.915 1.969 

16130. 650 0. 540 

17135. 070 5. 345 

17135.741 6.047 

17137.087 5.436 

17137.242 4.806 

17135. 587 4. 777 

17135. 889 7.076 

17135. 113 6.019 

18138. 060 5.623 

18139. 399 5.086 

18140. 344 6. 167 
18140. 685 7. 103 
18139. 946 4.493 
18139. 060 3.428 
18139.482 3.188 
18139. 115 2. 134 
18137. 874 6. 134 
18139. 328 4. 303 
18140.082 5.298 
18140.908 4.051 
18138.037 3.776 



PCT/JP2003/O1O288 

-2. 059 1. 00 0. 00 N 

-1. 419 1. 00 0. 00 H 

-0. 502 1. 00 0. 00 H 

-0. 024 1. 00 0. 00 H 

1. 149 1. 00 0. 00 H 

-0. 095 1. 00 0. 00 H 

-1. 884 1. 00 0. 00 H 

-1. 642 1. 00 0. 00 H 

-2. 779 1. 00 0. 00 H 

1. 066 1. 00 0. 00 N 

2. 144 1. 00 0. 00 C 

2. 485 1. 00 0. 00 C 

3. 530 1. 00 0. 00 0 

0. 457 1. 00 0. 00 H 

1. 853 1. 00 0. 00 H 
3. 022 1. 00 0. 00 H 
1. 600 1. 00 0. 00 N 

1. 811 1. 00 0. 00 C 

2. 328 1. 00 0. 00 C 

1. 606 1. 00 0. 00 0 
0. 511 1. 00 0. 00 C 

-0. 138 1. 00 0. 00 C 

-1. 579 1. 00 0. 00 C 

0. 659 1. 00 0. 00 C 

0. 784 1. 00 0. 00 H 

2. 551 1. 00 0. 00 H 
-0. 196 1. 00 0. 00 H 

0.718 1.00 0. 00 H 

-0. 144 1. 00 0. 00 H 



WO 2004/016781 



415 





ATOM 


212 : 


IHD1 


LEU A 


18139. 230 


2. 178 




ATOM 


213 2HD1 


LEU A 


18140. 549 


3. 332 




ATOM 


214 3HD1 


LEU A 


18138. 969 


3. 883 




ATOM 


215 


1HD2 LEU A 


18140. 134 


1. 935 


5 


ATOM 


216 


2HD2 


LEU A 


18138. 751 


1. 320 




ATOM 


217 


3HD2 LEU A 


18138. 497 


2. 226 




ATOM 


218 


N 


GLU A 


19140. 763 


6. 029 




ATOM 


219 


CA 


GLU A 


19141. 670 


6. 993 




ATOM 


220 


C 


GLU A 


19142. 671 


6. 294 


10 


ATOM 


221 


0 


GLU A 


19142. 581 


5. 089 




ATOM 


222 


CB 


GLU A 


19140. 878 


8. 036 




ATOM 


223 


CG 


GLU A 


19139. 943 


7. 432 




ATOM 


224 


CD 


GLU A 


19138. 972 


8. 446 




ATOM 


225 


0E1 


GLU A 


19138. 749 


8. 429 


15 


ATOM 


226 


0E2 


GLU A 


19138. 435 


9. 259 




ATOM 


227 


H 


GLU A 


19140. 458 


5. 260 




ATOM 


228 


HA 


GLU A 


19142. 209 


7. 491 




ATOM 


229 


1HB 


GLU A 


19141. 573 


8. 686 




ATOM 


230 


2HB 


GLU A 


19140. 288 


8. 623 


20 


ATOM 


231 


1HG 


GLU A 


19139. 378 


6. 637 




ATOM 


232 


2HG 


GLU A 


19140. 535 


7. 027 




ATOM 


233 


N 


VAL A 


20143. 626 


7.060 




ATOM 


234 


CA 


VAL A 


20144. 644 


6. 514 




ATOM 


235 


C 


VAL A 


20144. 014 


5. 893 


25 


ATOM 


236 


0 


VAL A 


20143. 157 


6. 499 




ATOM 


237 


CB 


VAL A 


20145. 649 


7. 598 




ATOM 


238 


CGI VAL A 


20146. 811 


6. 976 




ATOM 


239 


CG2 VAL A 


20146. 147 


8. 381 




ATOM 


240 


H 


VAL A 


20143. 645 


8.015 



PCT/JP2003/010288 

1. 864 1. 00 0. 00 H 

1. 670 1. 00 0. 00 H 

2. 226 1. 00 0. 00 H 
0. 954 1. 00 0. 00 H 

0. 050 1. 00 0. 00 H 

1. 540 1. 00 0. 00 H 
3.581 1.00 0. 00 N 

4. 194 1. 00 0. 00 C 

5. 108 1. 00 0. 00 C 

5. 338 1. 00 0. 00 0 

4. 986 1. 00 0. 00 C 

6. 022 1. 00 0. 00 C 

6. 592 1. 00 0. 00 C 

7. 820 1. 00 0. 00 0 

5. 810 1. 00 0. 00 0 

4. 107 1. 00 0. 00 H 

3. 402 1. 00 0. 00 H 

5. 497 1. 00 0. 00 H 

4. 298 1. 00 0. 00 H 

5. 558 1. 00 0. 00 H 

6. 830 1. 00 0. 00 H 

5. 626 1. 00 0. 00 N 

6. 516 1. 00 0. 00 C 

7. 757 1. 00 0. 00 C 
8.401 1.00 0.00 0 

6. 952 1. 00 0. 00 C 

7. 710 1. 00 0.00 C 
5. 747 1. 00 0. 00 C 
5. 406 1. 00 0. 00 H 
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ATOM 


241 


HA 


VAL A 


20145. 184 


5. 750 


5. 976 


1. 00 


0. 00 H 




ATOM 


242 


HB 


VAL A 


20145. 142 


8. 284 


7. 615 


1. 00 


0.00 H 




ATOM 


243 


1HG1 VAL A 


20147. 087 


6. 042 


7. 244 


1. 00 


0.00 H 




ATOM 


244 


2HG1 


VAL A 


20146.517 


6. 793 


8. 733 


1. 00 


0.00 H 


5 


ATOM 


245 


3HG1 


VAL A 


20147. 655 


7. 650 


7. 693 


1. 00 


0.00 H 




ATOM 


246 


1HG2 VAL A 


20147. 116 


8. 803 


5. 967 


1. 00 


0.00 H 




ATOM 


247 


2HG2 VAL A 


20145. 451 


9. 175 


5. 521 


1. 00 


0. 00 H 




ATOM 


248 


3HG2 VAL A 


20146. 227 


7. 720 


4. 897 


1. 00 


0.00 H 




ATOM 


249 


N 


GLY A 


21144. 445 


4. 680 


8. 089 


1. 00 


0.00 N 


10 


ATOM 


250 


CA 


GLY A 


21143. 912 


3. 996 


9. 253 


1. 00 


0. 00 C 




ATOM 


251 


C 


GLY A 


21142. 916 


2. 914 


8. 885 


1. 00 


0.00 C 




ATOM 


252 


0 


GLY A 


21142. 848 


1. 876 


9. 542 


1. 00 


0. 00 0 




ATOM 


253 


H 


GLY A 


21145. 130 


4. 247 


7. 539 


1. 00 


0. 00 H 




ATOM 


254 


1HA 


GLY A 


21144. 730 


3. 548 


9. 799 


1. 00 


0. 00 H 


15 


ATOM 


255 


2HA 


GLY A 


21143. 424 


4. 720 


9. 888 


1. 00 


0. 00 H 




ATOM 


256 


N 


SER A 


22142. 142 


3. 158 


7. 834 


1. 00 


0. 00 N 




ATOM 


257 


CA 


SER A 


22141. 145 


2. 196 


7. 379 


1. 00 


0. 00 C 




ATOM 


258 


C 


SER A 


22141. 791 


1. 093 


6. 546 


1. 00 


0. 00 C 




ATOM 


259 


0 


SER A 


22142. 817 


1. 309 


5. 902 


1. 00 


0. 00 0 


20 


ATOM 


260 


CB 


SER A 


22140. 061 


2. 901 


6. 561 


1. 00 


0. 00 c 




ATOM 


261 


OG 


SER A 


22139. 134 


3. 563 


7. 404 


1. 00 


0. 00 0 




ATOM 


262 


H 


SER A 


22142. 245 


4. 005 


7. 350 


1. 00 


0. 00 H 




ATOM 


263 


HA 


SER A 


22140. 691 


1. 752 


8. 253 


1. 00 


0. 00 H 




ATOM 


264 


1HB 


SER A 


22140. 522 


3. 631 


5. 911 


1. 00 


0. 00 H 


25 


ATOM 


265 


2HB 


SER A 


22139. 532 


2. 172 


5. 965 


1. 00 


0. 00 H 




ATOM 


266 


HG 


SER A 


22139. 608 


4. 049 


8. 083 


1. 00 


0. 00 H 




ATOM 


267 


N 


LEU A 


23141. 182 


-0. 088 


6. 563 


1. 00 


0. 00 N 




ATOM 


268 


CA 


LEU A 


23141. 698 


-1. 224 


5. 809 


1. 00 


0.00 C 




ATOM 


269 


C 


LEU A 


23141. 307 


-1. 125 


4. 338 


1. 00 


0. 00 C 
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ATOM 


270 


0 


LEU A 


23140. 274 


a c a a 

-0. 549 


o. 998 


1 nn 
1. UU 






ATOM 


271 


CB 


LEU A 


23141. 177 


o cor 

-2. 535 


o. 399 


1. UU 


U. UU \j 




ATOM 


272 


CG 


LEU A 


23141. 354 


a pqa 

-2. 680 


7. 911 


1. UU 


n nn r 
U. UU \j 




ATOM 


273 


CD1 


LEU A 


23140. 277 


A f" A A 

-3. 584 


O A A 1 

8. 491 


1 nn 
1. UU 


U. UU \j 


5 


ATOM 


274 


CD2 


LEU A 


23142. 738 


-3. 22 1 


8. 235 


1 nn 

1. ou 


n nn r 
U. UU L 




ATOM 


275 


H 


LEU A 


23140. 367 


-0. 198 


7. 095 


1 nn 
1. UU 


n nn u 
U. UU n 




ATOM 


276 


HA. 


LEU A 


23142. 775 


-1 ft 1 A 

-l. 210 


5. 884 


1 AH 

L 00 


n nn u 
U. UU n 




ATOM 


277 


1HB 


LEU A 


23140. 123 


c\ /tin 

-2. 612 


A 1 T O 

6. 172 


1 An 

1. 00 


n nn u 
U. UU n 




ATOM 


278 


2HB 


LEU A 


23141. 693 


-3. 352 


r- A 1 A 

5. 919 


1 A A 

1. 00 


n nn u 
0. UU n 


10 


ATOM 


279 


HG 


LEU A 


23141. 257 


-1. 708 


A A rt O 

8. 373 


1 A A 

l. 00 


a nn u 
U. U0 n 




ATOM 


280 


1HD1 


LEU A 


23140. 028 


-3. 253 


A 4 A A 

9- 489 


1 A A 

l. 00 


n nn u 
0. UU H 




ATOM 


281 


2HD1 


LEU A 


23140. 642 


-4. 600 


A P A A 

8. 529 


1 A A 

l. 00 


A A A 11 

U. UU n 




ATOM 


282 


3HD1 


LEU A 


23139. 396 


-3. 540 


7. 868 


i A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


283 


1HD2 


LEU A 


23143. 421 


-2. 963 


7. 439 


■i A A 

I. 00 


A A A TT 

0. 00 H 


15 


ATOM 


284 


2HD2 LEU A 


23142. 691 


-4. 296 


8. 333 


1 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


285 


3HD2 LEU A 


23143. 085 


-2. 791 


9. 162 


1 A A 

l. 00 


A A A T T 

0. 00 H 




ATOM 


286 


N 


ALA A 


24142. 140 


-1. 689 


A a n A 

3. 470 


1 A A 

L 00 


A A A XT 

0. 00 N 




ATOM 


287 


CA 


ALA A 


24141. 882 


-1. 663 


a a n p 

2. 035 


< A A 

l. 00 


A A A A 

0. 00 c 




ATOM 


288 


C 


ALA A 


24142. 477 


-2. 887 


l. 349 


1 A A 

1. 00 


A A A A 

0. 00 c 


20 


ATOM 


289 


0 


ALA A 


24143. 416 


-3. 502 


l. 856 


1 A A 

l. 00 


A A A A 

0. 00 0 




ATOM 


290 


CB 


ALA A 


24142. 439 


-0. 388 


1 A A 1 

l. 421 


1 A A 

l. 00 


A A A A 

0. 00 c 




ATOM 


291 


H 


ALA A 


24142. 948 


-2. 133 


A AAA 

3. 802 


1 A A 

1. 00 


A A A TT 

0. 00 H 




ATOM 


292 


HA 


ALA A 


24140. 8ll 


-l. 667 


1 O A A 

l. 890 


1 A A 

l. 00 


A A A TT 

0. 00 11 




ATOM 


293 


1HB 


ALA A 


24143. 407 


-0. 591 


A A O <? 

0. 986 


1 A A 

1. 00 


A A A TT 

0. 00 H 


25 


ATOM 


294 


2HB 


ALA A 


24142. 541 


0. 365 


2. 188 


1 A A 

l. 00 


A A A TT 

0. 00 n 




ATOM 


295 


3HB 


ALA A 


24141.767 


-0. 034 


0. 654 


l. 00 


0.00 H 




ATOM 


296 


N 


GLU A 


25141. 926 


-3. 237 


0. 191 


l. 00 


0. 00 N 




ATOM 


297 


CA 


GLU A 


25142. 403 


-4. 388 


-0. 566 


l. 00 


0.00 C 




ATOM 


298 


C 


GLU A 


25142. 632 


-4. 020 


-2. 029 


. I. 00 


0. 00 C 
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^ 418 

ATOM 299 0 GLU A 25141.891 -3.223 -2.602 1.00 0.00 0 

ATOM 300 CB GLU A 25141.401 -5.540 -0.470 1.00 0. 00 C 

ATOM 301 CG GLU A 25142.005 -6.899 -0.780 1.00 0. 00 C 

ATOM 302 CD GLU A 25141.078 -7.776 -1.599 1.00 0. 00 C 

ATOM 303 0E1 GLU A 25141.583 -8.664 -2.319 1.00 0.00 0 

ATOM 304 0E2 GLU A 25139.847 -7.577 -1.520 1.00 0.00 0 

ATOM 305 H GLU A 25141.181 -2.708 -0.163 1.00 0. 00 H 

ATOM 306 HA GLU A 25143.341 -4.703 -0.135 1.00 0. 00 H 

ATOM 307 1HB GLU A 25140.998 -5.569 0.532 1.00 0. 00 H 

ATOM 308 2HB GLU A 25140.596 -5.360 -1.167 1.00 0. 00 H 
ATOM 309 1HG GLU A 25142.920 -6.755 -1.332 1.00 0. 00 H 
ATOM 310 2HG GLU A 25142.223 -7.402 0.152 1.00 0. 00 H 
ATOM 311 N VAL A 26143.664 -4.607 -2.627 1.00 0. 00 N 
ATOM 312 CA VAL A 26143.992 -4.340 -4.022 1.00 0. 00 C 
ATOM 313 C VAL A 26143.563 -5.497 -4.918 1.00 0. 00 C 
ATOM 314 0 VAL A 26143.381 -6.622 -4.450 1.00 0.00 0 
ATOM 315 CB VAL A 26145.500 -4.093 -4.208 1.00 0. 00 C 
ATOM 316 CGI VAL A 26145.793 -3.607 -5.619 1.00 0. 00 C 
ATOM 317 CG2 VAL A 26146.010 -3.097 -3.177 1.00 0. 00 C 
ATOM 318 H VAL A 26144. 220 -5.233 -2.117 1.00 0. 00 H 
ATOM 319 HA VAL A 26143.462 -3.448 -4.325 1.00 0. 00 H 
ATOM 320 HB VAL A 26146.019 -5.029 -4.060 1.00 0. 00 H 
ATOM 321 1HG1 VAL A 26145.913 -4.456 -6.276 1.00 0. 00 H 
ATOM 322 2HG1 VAL A 26146.700 -3.022 -5.618 1.00 0. 00 H 
> ATOM 323 3HG1 VAL A 26144.972 -2.997 -5.968 1.00 0. 00 H 
ATOM 324 1HG2 VAL A 26146.053 -3.572 -2.209 1.00 0. 00 H 
ATOM 325 2HG2 VAL A 26145.341 -2.250 -3.133 1.00 0. 00 H 
ATOM 326 3HG2 VAL A 26146.998 -2.762 -3.457 1.00 0. 00 H 
ATOM 327 N LYS A 27143.402 -5.215 -6.206 1.00 0. 00 N 
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ATOM 


328 


CA 


LYS A 


27142. 994 


-6. 233 


-7. 167 


1 a f\ 

l. 00 


A A A A 

0. 00 c 




ATOM 


329 


C 


LYS A 


27144. 201 


-6. 795 


-7. 911 


«• a A 

l. 00 


A A A A 

0. 00 C 




ATOM 


330 


0 


LYS A 


27144. 125 


-7. 090 


a inn 

-9. 103 


* a A 

l. 00 


A A A A 

0. 00 0 




ATOM 


331 


CB 


LYS A 


27141. 991 


-5. 650 


a 4 n a 

-8. 164 


l. 00 


A A A A 

0. 00 c 


5 


ATOM 


332 


CG 


LYS A 


27142. 567 


-4. 539 


-9. 028 


l. 00 


0. 00 c 




ATOM 


333 


CD 


LYS A 


27141. 949 


-4. 536 - 


-10. 418 


l. 00 


0. 00 c 




ATOM 


334 


CE 


LYS A 


27142. 791 


-5. 328 - 


-11. 406 


l. 00 


0. 00 c 




ATOM 


335 


NZ 


LYS A 


27141. 989 


-6. 363 • 


-12. 115 


l. 00 


0. 00 N 




ATOM 


336 


H 


LYS A 


27143. 561 


-4. 300 


-6. 518 


l. 00 


0. 00 H 


10 


ATOM 


337 


HA 


LYS A 


27142. 519 


-7. 033 


-6. 620 


l. 00 


0. 00 H 




ATOM 


338 


1HB 


LYS A 


27141. 647 


-6. 440 


-8. 815 


l. 00 


0. 00 H 




ATOM 


339 


2HB 


LYS A 


27141. 149 


-5. 252 


-7. 619 


l. 00 


0. 00 H 




ATOM 


340 


1HG 


LYS A 


27142. 369 


-3. 589 


-8. 556 


l. 00 


0. 00 H 




ATOM 


341 


2HG 


LYS A 


27143. 634 


-4. 683 


-9. 117 


l. 00 


0. 00 H 


15 


ATOM 


342 


1HD 


LYS A 


27140. 966 


-4. 979 


-10. 364 


l. 00 


0. 00 H 




ATOM 


343 


2HD 


LYS A 


27141. 868 


-3. 516 


-10. 762 


l. 00 


0. 00 H 




ATOM 


344 


1HE 


LYS A 


27143. 204 


-4. 646 


-12. 134 


l. 00 


0. 00 H 




ATOM 


345 


2HE 


LYS A 


27143. 595 


-5. 812 


-10. 871 


l. 00 


0. 00 H 




ATOM 


346 


1HZ 


LYS A 


27142. 045 


-7. 269 


-11. 606 


l. 00 


0. 00 H 


20 


ATOM 


347 


2HZ 


LYS A 


27142. 351 


-6. 497 


-13. 081 


l. 00 


0. 00 H 




ATOM 


348 


3HZ 


LYS A 


27140. 993 


-6. 068 


-12. 168 


l. 00 


0. 00 H 




ATOM 


349 


N 


GLU A 


28145. 314 


-6. 940 


-7. 199 


l. 00 


0. 00 N 




ATOM 


350 


CA 


GLU A 


28146. 537 


-7. 467 


-7. 793 


l. 00 


A A A A 

0. 00 c 




ATOM 


351 


C 


GLU A 


28146. 479 


-8. 988 


-7. 899 


l. 00 


A A A A 

0. 00 c 


25 


ATOM 


352 


0 


GLU A 


28145. 509 


-9. 614 


-7. 472 


l. 00 


A A A A 

0. 00 0 




ATOM 


353 


CB 


GLU A 


28147. 753 


-7. 046 


-6. 964 


l. 00 


0. 00 c 




ATOM 


354 


CG 


GLU A 


28148. 886 


-6. 467 


-7. 797 


l. 00 


0. 00 c 




ATOM 


355 


CD 


GLU A 


28150.212 


-6. 475 


-7. 064 


l. 00 


0.00 c 




ATOM 


356 


0E1 GLU A 


28150. 759 


-5. 379 


-6. 815 


l. 00 


0.00 0 
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PCT/JP2003/010288 



ATOM 357 0E2 GLU A 28150.704 -7.575 -6.738 1.00 0.00 0 

ATOM 358 H GLU A 28145.312 -6.687 -6.252 1.00 0. 00 H 

ATOM 359 HA GLU A 28146. 628 -7. 052 -8. 786 1. 00 0. 00 H 

ATOM 360 1HB GLU A 28147.445 -6.299 -6.248 1.00 0. 00 H 

ATOM 361 2HB GLU A 28148.131 -7.908 -6.433 1.00 0. 00 H 

ATOM 362 1HG GLU A 28148.987 -7.052 -8.699 1.00 0. 00 H 

ATOM 363 2HG GLU A 28148.639 -5.448 -8.058 1.00 0. 00 H 

ATOM 364 N ASN A 29147.525 -9.576 -8.471 1.00 0. 00 N 

ATOM 365 CA ASN A 29147.594 -11.024 -8.632 1.00 0. 00 C 

ATOM 366 C ASN A 29147.522 -11.726 -7.277 1.00 0. 00 C 

ATOM 367 0 ASN A 29146.628 -12.537 -7.037 1.00 0.00 0 

ATOM 368 CB ASN A 29148.882 -11.416 -9.358 1.00 0. 00 C 

ATOM 369 CG ASN A 29148.671 -11.604 -10.847 1.00 0. 00 C 

ATOM 370 0D1 ASN A 29148.987 -12.657 -11.403 1.00 0.00 0 

ATOM 371 ND2 ASN A 29148.135 -10.581 -11.504 1.00 0. 00 N 

ATOM 372 H ASN A 29148.269 -9.024 -8.791 1.00 0. 00 H 

ATOM 373 HA ASN A 29146.747 -11.331 -9.228 1.00 0. 00 H 

ATOM 374 1HB ASN A 29149.620 -10.641 -9.214 1.00 0. 00 H 

ATOM 375 2HB ASN A 29149.253 -12.343 -8.946 1.00 0. 00 H 

ATOM 376 1HD2 ASN A 29147.909 -9.774 -10.996 1.00 0. 00 H 

ATOM 377 2HD2 ASN A 29147.987 -10.675 -12.468 1.00 0.00 H 

ATOM 378 N PROA 30148.467 -11.421 -6.372 1.00 0. 00 N 

ATOM 379 CA PROA 30148.507 -12.026 -5.039 1.00 0. 00 C 

ATOM 380 C PROA 30147.460 -11.429 -4.099 1.00 0. 00 C 

ATOM 381 0 PROA 30147.579 -10.276 -3.682 1.00 0.00 0 

ATOM 382 CB PROA 30149.915 -11.691 -4.549 1.00 0. 00 C 

ATOM 383 CG PROA 30150.256 -10.414 -5.236 1.00 0. 00 C 

ATOM 384 CD PRO A 30149.572 -10.463 -6.576 1.00 0. 00 C 

ATOM 385 HA PRO A 30148. 384 -13. 098 -5. 085 1. 00 0. 00 H 
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ATOM 


386 


1HB 


PRO A 


30149. 908 - 


-11. 575 




ATOM 


387 : 


2HB 


PRO A 


30150. 595 - 


-12. 482 




ATOM 


388 


1HG 


PRO A 


30149. 888 


-9. 578 




ATOM 


389 


2HG 


PRO A 


30151. 326 - 


-10. 340 


5 


ATOM 


390 


1HD 


PRO A 


30149. 191 


-9. 487 




ATOM 


391 


2HD 


PRO A 


30150. 254 • 


-10. 817 




ATOM 


392 


N 


PRO A 


31146. 417 • 


-12. 204 




ATOM 


393 


CA 


PRO A 


31145. 353 


-11. 735 




ATOM 


394 


C 


PRO A 


31145. 844 


-11. 540 


10 


ATOM 


395 


0 


PRO A 


31145. 741 


-12. 443 




ATOM 


396 


CB 


PRO A 


31144. 313 


-12. 857 




ATOM 


397 


CG 


PRO A 


31145. 088 


-14. 071 




ATOM 


398 


CD 


PRO A 


31146. 191 


-13. 592 




ATOM 


399 


HA 


PRO A 


31144. 914 


-10. 815 


15 


ATOM 


400 


1HB 


PRO A 


31143. 847 


-12. 973 




ATOM 


401 


2HB 


PRO A 


31143. 565 


-12. 620 




ATOM 


402 


1HG 


PRO A 


31145. 501 


-14. 535 




ATOM 


403 


2HG 


PRO A 


31144. 449 


-14. 766 




ATOM 


404 


1HD 


PRO A 


31147. 078 


-14. 192 


20 


ATOM 


405 


2HD 


PRO A 


31145. 872 


-13. 617 




ATOM 


406 


N 


PHE A 


32146. 377 


-10. 356 




ATOM 


407 


CA 


PHE A 


32146. 885 


-10. 041 




ATOM 


408 


C 


PHE A 


32145. 947 


-9. 083 




ATOM 


409 


0 


PHE A 


32144. 998 


-8. 562 


25 


ATOM 


410 


CB 


PHE A 


32148. 283 


-9. 430 




ATOM 


411 


CG 


PHE A 


32148. 404 


-8. 366 




ATOM 


412 


CD1 PHE A 


32147. 687 


-7. 185 




ATOM 


413 


CD2 PHE A 


32149. 233 


-8. 548 




ATOM 


414 


CE1 PHE A 


32147. 796 


-6. 205 
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3. 475 1. 00 0. 00 H 

4. 827 1. 00 0. 00 H 
4. 658 1, 00 0. 00 H 
•5. 363 1. 00 0. 00 H 
•6. 840 1. 00 0. 00 H 
-7. 334 1. 00 0. 00 H 
-3. 751 1. 00 0. 00 N 
-2. 857 1. 00 0. 00 C 
-1. 426 1. 00 0. 00 C 
-0. 595 1. 00 0. 00 0 
-2. 917 1. 00 0. 00 C 
-3.297 1.00 0. OO C 
-4. 199 1. 00 0. 00 C 
-3. 213 1. 00 0. 00 H 
-1. 949 1. 00 0. 00 H 
-3. 658 1. 00 0. 00 H 
-2.413 1. 00 0. 00 H 
-3. 823 1. 00 0. 00 H 
-4. 061 1. 00 0. 00 H 
-5. 230 1. 00 0. 00 H 
-1. 146 1. 00 0. 00 N 

0. 185 1. 00 0. 00 C 
0. 912 1. 00 0. 00 C 
0. 324 1. 00 0. 00 0 
0. 090 1. 00 0. 00 C 
-0. 964 1. 00 0. 00 C 
-0. 859 1. 00 0. 00 C 
-2. 059 1. 00 0. 00 C 
-1. 827 1. 00 0. 00 C 
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ATOM 415 CE2 PHE A 32149.346 -7.572 -3.030 1.00 0. 00 C 

ATOM 416 CZ PHE A 32148.626 -6.397 -2.914 1.00 0. 00 C 

ATOM 417 H PHE A 32146.430 -9.677 -1.850 1.00 0. 00 H 

ATOM 418 HA PHE A 32146.941 -10.963 0.744 1.00 0. 00 H 

ATOM 419 1HB PHE A 32148.540 -8.987 1.040 1.00 0. 00 H 

ATOM 420 2HB PHE A 32148.994 -10.210 -0.141 1.00 0. 00 H 

ATOM 421 HD1 PHE A 32147.038 -7.032 -0.010 1.00 0. 00 H 

ATOM 422 HD2 PHE A 32149.796 -9.465 -2.151 1.00 0. 00 H 

ATOM 423 HE 1 PHE A 32147.232 -5.289 -1.734 1.00 0. 00 H 

ATOM 424 HE2 PHE A 32149.995 -7.724 -3.879 1.00 0. 00 H 

ATOM 425 HZ PHE A 32148.712 -5.632 -3.672 1.00 0. 00 H 

ATOM 426 N TYR A 33146.217 -8.856 2.193 1.00 0. 00 N 

ATOM 427 CA TYR A 33145.397 -7.958 2.999 1.00 0. 00 C 

ATOM 428 C TYR A 33146.269 -6.990 3.793 1.00 0. 00 C 

ATOM 429 0 TYR A 33147.270 -7.387 4.389 1.00 0. 00 0 

ATOM 430 CB TYR A 33144.511 -8.763 3.952 1. 00 0. 00 C 

ATOM 431 CG TYR A 33143.249 -9.290 3.306 1.00 0. 00 C 

ATOM 432 CD 1 TYR A 33142.903 -10.632 3.406 1.00 0. 00 C 

ATOM 433 CD2 TYR A 33142.405 -8.447 2.595 1.00 0. 00 C 

I ATOM 434 CE1 TYR A 33141.751 -11.118 2.817 1.00 0. 00 C 

ATOM 435 CE2 TYR A 33141.251 -8.925 2.003 1.00 0. 00 C 

ATOM 436 CZ TYR A 33140.929 -10.261 2.116 1.00 0. 00 C 

ATOM 437 OH TYR A 33139.781 -10.740 1.529 1.00 0.00 0 

ATOM 438 H TYR A 33146.987 -9.300 2.605 1.00 0. 00 H 

i ATOM 439 HA TYR A 33144.769 -7.392 2.329 1.00 0. 00 H 

ATOM 440 1HB TYR A 33145.069 -9.608 4.325 1.00 0. 00 H 

ATOM 441 2HB TYR A 33144.222 -8.134 4.780 1.00 0. 00 H 

ATOM 442 HD1 TYR A 33143.549 -11.302 3.956 1.00 0. 00 H 

ATOM 443 HD2 TYR A 33142.661 -7.401 2.507 1.00 0. 00 H 
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ATOM 444 HE1 TYR A 33141.500 -12.165 

ATOM 445 HE2 TYR A 33140. 609 -8. 253 

ATOM 446 HH TYR A 33139.736 -10.436 

ATOM 447 N GLY A 34145. 880 -5. 719 

ATOM 448 CA GLY A 34146. 637 -4. 715 

ATOM 449 C GLY A 34145. 778 -3. 546 

ATOM 450 0 GLY A 34144.551 -3.643 

ATOM 451 H GLY A 34145.074 -5.462 

ATOM 452 1HA GLY A 34147.077 -5.172 

ATOM 453 2HA GLY A 34147. 427 -4. 348 

ATOM 454 N VAL A 35146.423 -2.435 

ATOM 455 CA VAL A 35145.710 -1.242 

ATOM 456 C VAL A 35146.363 0.022 

ATOM 457 0 VAL A 35147.577 0.070 

ATOM 458 CB VAL A 35145.657 -1.154 

ATOM 459 CGI VAL A 35147.060 -1.060 

ATOM 460 CG2 VAL A 35144.809 0.029 

ATOM 461 H VAL A 35147.402 -2.420 

ATOM 462 HA VAL A 35144.698 -1.304 

ATOM 463 HB VAL A 35145.199 -2.057 

ATOM 464 1HG1 VAL A 35147. 690 -1. 812 

ATOM 465 2HG1 VAL A 35147.020 -1.222 

ATOM 466 3HG1 VAL A 35147.468 -0.080 

ATOM 467 1HG2 VAL A 35143.784 -0.133 

ATOM 468 2HG2 VAL A 35145. 180 0. 932 

ATOM 469 3HG2 VAL A 35144. 861 0. 129 

ATOM 470 N ILEA 36145.548 1.042 

ATOM 471 CA ILEA 36146.046 2.306 

ATOM 472 C ILE A 36146. 970 2. 992 
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2. 907 1. 00 0. 00 H 
1. 455 1. 00 0. 00 H 
0. 620 1. 00 0. 00 H 

3. 796 1. 00 0. 00 N 

4. 519 1. 00 0. 00 C 
4. 957 1. 00 0. 00 C 

4. 984 1. 00 0. 00 0 
3. 302 1. 00 0. 00 H 

5. 393 1. 00 0. 00 H 

3. 881 1. 00 0. 00 H 
5. 301 1. 00 0. 00 N 
5. 740 1. 00 0. 00 C 
5. 187 1. 00 0. 00 C 

4. 991 1. 00 0. 00 0 
7. 279 1. 00 0. 00 C 
7. 861 1. 00 0. 00 C 
7. 720 1. 00 0. 00 C 

5. 259 1. 00 0. 00 H 
5. 370 1. 00 0. 00 H 
7. 654 1. 00 0. 00 H 

7. 406 1. 00 0. 00 H 

8. 927 1. 00 0. 00 H 
7. 660 1. 00 0. 00 H 
7. 423 1. 00 0. 00 H 

7. 257 1. 00 0. 00 H 

8. 795 1. 00 0. 00 H 
4. 939 1. 00 0. 00 N 

4. 409 1. 00 0. 00 C 

5. 410 1. 00 0. 00 C 
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ATOM 473 0 ILE A 36146. 688 3. 027 

ATOM 474 CB ILE A 36144. 891 3. 262 

ATOM 475 CGI ILE A 36143. 876 2. 558 

ATOM 476 CG2 ILE A 36145.430 4.514 

ATOM 477 CD 1 ILE A 36142.709 3.435 

ATOM 478 H ILEA 36144.590 0.943 

ATOM 479 HA ILE A 36146. 603 2. 093 

ATOM 480 HB ILEA 36144.404 3.561 

ATOM 481 1HG1 ILE A 36144.369 2.234 

ATOM 482 2HG1 ILE A 36143. 482 1. 695 

ATOM 483 1HG2 ILEA 36146.162 4.235 

ATOM 484 2HG2 ILE A 36145. 893 5. 152 

ATOM 485 3HG2 ILE A 36144.618 5.044 

ATOM 486 1HD1 ILE A 36142.535 3.343 

ATOM 487 2HD1 ILE A 36142.935 4.464 

ATOM 488 3HD1 ILE A 36141.826 3.126 

ATOM 489 N ARG A 37148.076 3.535 

ATOM 490 CA ARG A 37149.042 4.220 

ATOM 491 C ARG A 37149.240 5.664 

ATOM 492 0 ARG A 37148.974 6.601 

ATOM 493 CB ARG A 37150. 382 3. 480 

ATOM 494 CG ARG A 37150.258 1.992 

ATOM 495 CD ARG A 37149.607 1.733 

ATOM 496 NE ARG A 37150.302 2.420 

ATOM 497 CZ ARG A 37149.765 2.653 

ATOM 498 NH1 ARG A 37148.527 2.255 

ATOM 499 NH2 ARG A 37150.467 3.285 

ATOM 500 H ARG A 37148. 246 3. 474 

ATOM 501 HA ARG A 37148.656 4.221 
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6. 607 1. 00 0. 00 0 

4. 051 1. 00 0. 00 C 
3. 149 1. 00 0. 00 C 
3.374 1.00 0.00 C 

2. 752 1. 00 0. 00 C 

5. 117 1.00 0. 00 H 

3. 508 1. 00 0. 00 H 

4. 967 1. 00 0. 00 H 

2. 246 1. 00 0. 00 H 

3. 667 1. 00 0. 00 H 
2. 630 1. 00 0. 00 H 

4. 112 1. 00 0. 00 H 
2. 898 1. 00 0. 00 H 

1. 690 1. 00 0. 00 H 

2. 992 1. 00 0. 00 H 

3. 290 1. 00 0. 00 H 

4. 910 1. 00 0. 00 N 

5. 761 1. 00 0. 00 C 

5. 308 1. 00 0. 00 C 

6. 060 i: 00 0. 00 0 

5. 742 1. 00 0. 00 C 

6. 024 1. 00 0. 00 C 

7. 373 1. 00 0. 00 C 

8. 458 1. 00 0. 00 N 

9. 653 1. 00 0. 00 C 
9. 921 1. 00 0. 00 N 

10. 584 1. 00 0. 00 N 
3. 947 1. 00 0. 00 H 
6. 768 1. 00 0. 00 H 
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ATOM 


502 1HB 




ATOM 


503 2HB 




ATOM 


504 1HG 




ATOM 


505 2HG 


5 


ATOM 


506 1HD 




ATOM 


507 2HD 




ATOM" 


508 HE 




ATOM 


509 1HH1 




ATOM 


510 2HH1 


10 


ATOM 


511 1HH2 




ATOM 


512 2HH2 




ATOM 


513 N 




ATOM 


514 CA 




ATOM 


515 C 


15 


ATOM 


516 0 




ATOM 


517 CB 




ATOM 


518 CG 




ATOM 


519 CD1 




ATOM 


520 CD2 


20 


ATOM 


521 NE1 




ATOM 


522 CE2 




ATOM 


523 CE3 




ATOM 


524 CZ2 




ATOM 


525 CZ3 


25 


ATOM 


526 CH2 




ATOM 


527 H 




ATOM 


528 HA 




ATOM 


529 1HB 




ATOM 


530 2HB 



425 

ARG A J 37150. 835 3. 605 

ARG A 37151.030 3.914 

ARG A 37149.657 1.537 

ARG A 37151.245 1. 553 

ARG A 37148.585 2.079 

ARG A 37149. 620 0. 670 

ARG A 37151.219 2.724 

ARG A 37147.992 1.778 

ARG A 37148.129 2.432 

ARG A 37151.400 3.585 

ARG A 37150.063 3.460 

TRP A 38149. 705 5. 835 

TRP A 38149. 938 7. 166 

TRP A 38149. 254 7. 323 

TRP A 38149. 360 6. 454 

TRP A 38151.441 7.431 

TRP A 38151. 763 8. 666 

TRP A 38151. 926 9. 931 

TRP A 38151. 955 8. 752 

TRP A 38152. 207 10. 799 

TRP A 38152. 231 10. 098 

TRP A 38151. 921 7. 821 

TRP A 38152. 471 10. 535 

TRP A 38152. 159 8. 254 

TRP A 38152. 431 9. 601 

TRP A 38149. 898 5. 049 

TRP A 38149. 516 7. 885 

TRP A 38151. 871 7. 544 

TRP A 38151. 904 6. 589 
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4. 769 1. 00 0. 00 H 

6. 489 1. 00 0. 00 H 

5. 251 1. 00 0. 00 H 

6. 020 1. 00 0. 00 H 

7. 337 1. 00 0. 00 H 

7. 565 1. 00 0. 00 H 

8. 288 1. 00 0. 00 H 

9. 224 1. 00 0. 00 H 
10. 820 1. 00 0. 00 H 
10. 387 1. 00 0. 00 H 
11.482 1.00 0.00 H 

4. 075 1. 00 0. 00 N 

3. 525 1. 00 0. 00 C 

2. 169 1. 00 0. 00 C 

1. 304 1. 00 0. 00 0 
3.388 1.00 0.00 C 

2. 600 1. 00 0. 00 C 

3. 086 1. 00 0. 00 C 

1. 183 1. 00 0. 00 C 

2. 058 1. 00 0. 00 N 
0. 880 1. 00 0. 00 C 
0. 141 1. 00 0. 00 C 

-0. 422 1. 00 0. 00 C 

-1. 149 1. 00 0. 00 C 

-1.420 1.00 0.00 C 

3. 523 1. 00 0. 00 H 
4.211 1.00 0.00 H 

4. 373 1. 00 0. 00 H 
2. 894 1. 00 0. 00 H 
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ATOM 531 HD1 TRP A 38151.842 10.198 4.129 1.00 0. 00 H 

ATOM 532 HE1 TRP A 38152.366 11.761 2.153 1.00 0. 00 H 

ATOM 533 HE3 TRP A 38151.713 6.779 0.331 1.00 0. 00 H 

ATOM 534 HZ 2 TRP A 38152.679 11.570 -0.648 1.00 0. 00 H 

ATOM 535 HZ3 TRP A 38152.138 7.548 -1.966 1.00 0. 00 H 

ATOM 536 HH2 TRP A 38152.612 9.895 -2.444 1.00 0. 00 H 

ATOM 537 N ILEA 39148.559 8.442 1.993 1.00 0. 00 N 

ATOM 538 CA ILEA 39147.864 8.725 0.744 1.00 0. 00 C 

ATOM 539 C ILEA 39148.314 10.064 0.170 1.00 0. 00 C 

ATOM 540 0 ILEA 39147.947 11.122 0.681 1.00 0.00 0 

ATOM 541 CB ILEA 39146.337 8.750 0.942 1.00 0. 00 C 

ATOM 542 CGI ILE A 39145. 876 7. 502 1. 698 1. 00 0. 00 C 

ATOM 543 CG2 ILE A 39145. 630 8. 855 -0. 400 1. 00 0. 00 C 

ATOM 544 CD1 ILE A 39144. 499 7. 639 2. 309 1. 00 0. 00 C 

i ATOM 545 H ILE A 39148. 519 9. 097 2. 721 1. 00 0. 00 H 

ATOM 546 HA ILEA 39148.104 7.941 0.041 1.00 0. 00 H 

ATOM 547 HB ILE A 39146. 085 9. 626 1. 522 1. 00 0. 00 H 

ATOM 548 1HG1 ILE A 39145. 854 6. 665 1. 016 1. 00 0. 00 H 

ATOM 549 2HG1 ILE A 39146.575 7.294 2.494 1.00 0. 00 H 

3 ATOM 550 1HG2 ILE A 39146. 098 9. 626 -0. 994 1. 00 0. 00 H 

ATOM 551 2HG2 ILE A 39144.590 9.104 -0.243 1.00 0. 00 H 

ATOM 552 3HG2 ILE A 39145.699 7.909 -0.918 1.00 0. 00 H 

ATOM 553 1HD1 ILE A 39144.001 8.499 1.886 1.00 0. 00 H 

ATOM 554 2HD1 ILE A 39144.590 7.764 3.378 1.00 0. 00 H 

5 ATOM 555 3HD1 ILE A 39143.922 6.750 2.099 1.00 0. 00 H 

ATOM 556 N GLY A 40149.115 10.011 -0.889 1.00 0. 00 N 

ATOM 557 CA GLY A 40149.604 11.231 -1.504 1.00 0. 00 C 

ATOM 558 C GLY A 40150.212 10.994 -2.873 1.00 0. 00 C 

ATOM 559 0 GLY A 40150.068 9.916 -3.447 1.00 0.00 0 
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ATOM 


560 


H 


GLY A 


40149. 379 


9. 141 




ATOM 


561 


1HA 


GLY A 


40148. 785 


11. 925 




ATOM 


562 : 


2HA 


GLY A 


40150. 353 


11. 667 




ATOM 


563 


N 


GLN A 


41150. 892 


12. 010 


5 


ATOM 


564 


CA 


GLN A 


41151. 525 


11. 919 




ATOM 


565 


C 


GLN A 


41153. 000 


12. 311 




ATOM 


566 


0 


GLN A 


41153. 325 


13. 461 




ATOM 


567 


CB 


GLN A 


41150. 799 


12. 825 




ATOM 


568 


CG 


GLN A 


41149. 288 


12. 653 


10 


ATOM 


569 


CD 


GLN A 


41148. 551 


13. 969 




ATOM 


570 


0E1 


GLN A 


41148. 474 


14. 755 




ATOM 


571 


NE2 GLN A 


41148. 004 


14. 216 




ATOM 


572 


H 


GLN A 


41150. 968 


12. 844 




ATOM 


573 


HA 


GLN A 


41151. 451 


10. 897 


15 


ATOM 


574 


1HB 


GLN A 


41151. 023 


13. 853 




ATOM 


575 


2HB 


GLN A 


41151. 158 


12. 610 




ATOM 


576 


1HG 


GLN A 


41149. 005 


12.010 




ATOM 


577 


2HG 


GLN A 


41148. 999 


12. 192 




ATOM 


578 


1HE2 


GLN A 


41148. 106 


13. 544 


20 


ATOM 


579 


2HE2 


GLN A 


41147. 522 


15. 061 




ATOM 


580 


N 


PRO A 


42153. 917 


11. 361 




ATOM 


581 


CA 


PRO A 


42155. 360 


11. 623 




ATOM 


582 


C 


PRO A 


42155. 779 


12. 746 




ATOM 


583 


0 


PRO A 


42155. 066 


13. 071 


25 


ATOM 


584 


CB 


PRO A 


42155. 986 


10. 295 




ATOM 


585 


CG 


PRO A 


42154. 937 


9. 272 




ATOM 


586 


CD 


PRO A 


42153. 626 


9. 962 




ATOM 


587 


HA 


PRO A 


42155. 680 


11. 861 




ATOM 


588 


1HB 


PRO A 


42156. 239 


10. 344 
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1. 252 1. 00 0. 00 H 

1. 603 1: 00 0. 00 H 

0. 862 1. 00 0. 00 H 

3. 394 1. 00 0. 00 N 

•4. 703 1. 00 0. 00 C 

■4. 618 1. 00 0. 00 C 

•4. 321 1. 00 0.00 0 

•5. 696 1. 00 0. 00 C 

-5. 685 1. 00 0. 00 C 

-5. 825 1. 00 0. 00 C 

-4. 881 1. 00 0. 00 0 

-7. 009 1. 00 0. 00 N 

-2. 886 1. 00 0. 00 H 

-5. 040 1. 00 0. 00 H 

-5. 456 1. 00 0. 00 H 

-6. 690 1. 00 0. 00 H 

-6. 504 1. 00 0. 00 H 

-4. 752 1. 00 0. 00 H 

-7. 715 1. 00 0. 00 H 

-7. 130 1. 00 0. 00 H 

-4. 876 1. 00 0. 00 N 

-4. 822 1. 00 0. 00 C 

-5. 766 1. 00 0. 00 C 
-6. 715 1. 00 0. 00 0 
-5. 261 1. 00 0. 00 C 
-5. 000 1. 00 0. 00 C 
-5. 237 1. 00 0. 00 C 
-3.819 1.00 0. 00 H 
-6. 311 1. 00 0. 00 H 
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ATOM 


589 : 


2HB 


PRO A 


42156. 877 


10. 105 




ATOM 


590 


1HG 


PRO A 


42155. 053 


8. 442 




ATOM 


591 : 


2HG 


PRO A 


42155. 002 


8. 931 




ATOM 


592 


1HD 


PRO A 


42153. 340 


9. 882 


5 


ATOM 


593 


2HD 


PRO A 


42152. 859 


9. 550 




ATOM 


594 


N 


PRO A 


43156. 951 


13. 355 




ATOM 


595 


CA 


PRO A 


43157. 466 


14. 446 




ATOM 


596 


C 


PRO A 


43157. 941 


13. 958 




ATOM 


597 


0 


PRO A 


43159. 115 


13. 636 


10 


ATOM 


598 


CB 


PRO A 


43158. 643 


14. 986 




ATOM 


599 


CG 


PRO A 


43159. 098 


13. 830 




ATOM 


600 


CD 


PRO A 


43157. 863 


13. 027 




ATOM 


601 


HA 


PRO A 


43156. 729 


15. 225 




ATOM 


602 


1HB 


PRO A 


43159.419 


15. 323 


15 


ATOM 


603 


2HB 


PRO A 


43158. 312 


15. 805 




ATOM 


604 


1HG 


PRO A 


43159. 800 


13. 233 




ATOM 


605 


2HG 


PRO A 


43159. 553 


14. 185 




ATOM 


606 


1HD 


PRO A 


43158.092 


11. 973 




ATOM 


607 


2HD 


PRO A 


43157. 442 


13. 334 


20 


ATOM 


608 


N 


GLY A 


44157. 022 


13. 906 




ATOM 


609 


CA 


GLY A 


44157. 369 


13. 457 




ATOM 


610 


C 


GLY A 


44156. 170 


12. 942 




ATOM 


611 


0 


GLY A 


44155. 925 


13. 359 




ATOM 


612 


H 


GLY A 


44156. 101 


14. 175 


25 


ATOM 


613 


1HA 


GLY A 


44157. 804 


14. 281 




ATOM 


614 


2 HA 


GLY A 


44158. 100 


12. 664 




ATOM 


615 


N 


LEU A 


45155. 420 


12. 034 




ATOM 


616 


CA 


LEU A 


45154. 240 


11. 463 




ATOM 


617 


C 


LEU A 


45152. 994 


11. 726 
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-4. 680 1. 00 0. 00 H 

-5. 681 1. 00 0. 00 H 

-3. 976 1. 00 0. 00 H 

-6. 276 1. 00 0. 00 H 

-4. 598 1. 00 0. 00 H 

-5. 515 1. 00 0. 00 N 

-6.347 1.00 0.00 C 

-7. 711 1. 00 0. 00 C 

-7. 891 1. 00 0. 00 0 

-5. 535 1. 00 0. 00 C 

-4. 714 1. 00 0. 00 C 

-4. 403 1. 00 0. 00 C 

-6.481 1. 00 0. 00 H 

-6. 207 1. 00 0. 00 H 

-4. 915 1. 00 0. 00 H 

-5. 277 1. 00 0. 00 H 

-3. 800 1. 00 0. 00 H 

-4. 391 1. 00 0. 00 H 

-3. 457 1. 00 0. 00 H 

-8. 667 1. 00 0. 00 N 

-10. 002 1. 00 0. 00 C 

-10. 771 1. 00 0. 00 C 

-11. 903 1. 00 0. 00 0 

-8. 467 1. 00 0. 00 H 

-10. 546 1. 00 0. 00 H 

-9. 924 1. 00 0. 00 H 

-10. 156 1. 00 0. 00 N 

-10. 793 1. 00 0. 00 C 

-9. 956 1. 00 0. 00 C 
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618 0 LEU A 45152.847 11.184 -8.860 1.00 0.00 0 

619 CB LEU A 45154.422 9.959 -10.999 1.00 0. 00 C 

620 CG LEU A 45154.906 9.191 -9.766 1.00 0. 00 C 

621 CD 1 LEU A 45154.533 7.718 -9.873 1.00 0. 00 C 

622 CD2 LEU A 45156.411 9.354 -9.592 1.00 0. 00 C 

623 H LEU A 45155.664 11.743 -9.251 1.00 0. 00 H 

624 HA LEU A 45154.119 11.938 -11.754 1.00 0. 00 H 

625 1HB LEU A 45153.476 9.542 -11.310 1.00 0. 00 H 

626 2HB LEU A 45155.140 9.810 -11.791 1.00 0. 00 H 

627 HG LEU A 45154.421 9.594 -8.889 1.00 0. 00 H 

628 1HD1 LEU A 45155.414 7.111 -9.728 1.00 0. 00 H 

629 2HD1 LEU A 45154.117 7.521 -10.849 1.00 0. 00 H 

630 3HD1 LEU A 45153.803 7.477 -9.114 1.00 0. 00 H 

631 1HD2 LEU A 45156.770 10.126 -10.257 1.00 0. 00 H 

632 2HD2 LEU A 45156.904 8.422 -9.824 1.00 0. 00 H 

633 3HD2 LEU A 45156.626 9.631 -8.571 1.00 0. 00 H 

634 N ASN A 46152.096 12.558 -10.474 1.00 0. 00 N 

635 CA ASN A 46150.868 12.879 -9.761 1.00 0. 00 C 

636 C ASN A 46149.905 11.697 -9.796 1.00 0. 00 C 

637 0 ASN A 46149.319 11.390 -10.834 1.00 0.00 0 

638 CB ASN A 46150.205 14.113 -10.378 1.00 0. 00 C 

639 CG ASN A 46149. 419 14. 917 -9.361 1.00 0. 00 C 

640 0D1 ASN A 46148.199 15.047 -9.464 1.00 0.00 0 

641 ND2 ASN A 46150.117 15.463 -8.372 1.00 0. 00 N 

642 H ASN A 46152.264 12.961 -11.350 1.00 0. 00 H 

643 HA ASN A 46151.123 13.092 -8.733 1.00 0. 00 H 

644 1HB ASN A 46150.967 14.749 -10.800 1.00 0. 00 H 

645 2HB ASN A 46149.530 13.797 -11.160 1.00 0. 00 H 

646 1HD2 ASN A 46151.086 15.318 -8.353 1.00 0. 00 H 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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ATOM 647 2HD2 ASN A 46149.634 15.989 -7.700 1.00 0. 00 H 

ATOM 648 N GLU A 47149.747 11.040 -8.654 1.00 0. 00 N 

ATOM 649 CA GLU A 47148.857 9.891 -8.546 1.00 0. 00 C 

ATOM 650 C GLU A 47148.612 9.532 -7.084 1.00 0. 00 C 

5 ATOM 651 0 GLU A 47149.551 9.232 -6.346 1.00 0.00 0 

ATOM 652 CB GLU A 47149.445 8.687 -9.288 1.00 0. 00 C 

ATOM 653 CG GLU A 47150.953 8.556 -9.150 1.00 0. 00 C 

ATOM 654 CD GLU A 47151.556 7.633 -10.192 1.00 0. 00 C 

ATOM 655 0E1 GLU A 47151.850 6.467 -9.853 1.00 0.00 0 

10 ATOM 656 0E2 GLU A 47151.731 8.076 -11.347 1.00 0.00 0 

ATOM 657 H GLU A 47150.243 11.335 -7.862 1.00 0. 00 H 

ATOM 658 HA GLU A 47147.916 10.158 -9.000 1.00 0. 00 H 

ATOM 659 1HB GLU A 47148.991 7.786 -8.902 1.00 0. 00 H 

ATOM 660 2HB GLU A 47149. 208 8. 776 -10. 338 1. 00 0. 00 H 

15. ATOM 661 1HG GLU A 47151.398 9.534 -9.258 1. 00 0. 00 H 

ATOM 662 2HG GLU A 47151.182 8.166 -8.169 1.00 0. 00 H 

ATOM 663 N VAL A 48147.351 9.557 -6.671 1.00 0. 00 N 

ATOM 664 CA VAL A 48146. 997 9.226 -5.298 1.00 0. 00 C 

ATOM 665 C VAL A 48147. 343 7. 775 -4. 989 1. 00 0. 00 C 

20 ATOM 666 0 VAL A 48146.591 6.861 -5.329 1.00 0.00 0 

ATOM 667 CB VAL A 48145.499 9.456 -5.029 1.00 0. 00 C 

ATOM 668 CGI VAL A 48145.192 9.299 -3.547 1.00 0. 00 C 

ATOM 669 CG2 VAL A 48145. 072 10. 828 -5. 527 1. 00 0. 00 C 

ATOM 670 H VAL A 48146. 643 9. 799 -7. 304 1. 00 0. 00 H 

25 ATOM 671 HA VAL A 48147. 567 9. 869 -4. 641 1. 00 0. 00 H 

ATOM 672 HB VAL A 48144.938 8.708 -5.570 1.00 0. 00 H 

ATOM 673 1HG1 VAL A 48144.163 9.571 -3.362 1.00 0. 00 H 

ATOM 674 2HG1 VAL A 48145.843 9.943 -2.974 1.00 0. 00 H 

ATOM 675 3HG1 VAL A 48145.351 8.273 -3.252 1.00 0. 00 H 
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ATOM 676 1HG2 VAL A 48144.130 11.099 

ATOM 677 2HG2 VAL A 48144.958 10.801 

ATOM 678 3HG2 VAL A 48145.822 11.558 

ATOM 679 N LEU A 49148.487 7.569 

ATOM 680 CA LEU A 49148.934 6.227 

ATOM 681 C LEU A 49148.788 5.983 

ATOM 682 0 LEU A 49149.449 6.633 

ATOM 683 CB LEU A 49150.390 6.023 

ATOM 684 CG LEU A 49150.667 6.237 

ATOM 685 CD 1 LEU A 49152.113 6.656 

ATOM 686 CD2 LEU A 49150.352 4.974 

ATOM 687 H LEU A 49149.045 8.336 

ATOM 688 HA LEU A 49148.313 5.521 

ATOM 689 1HB LEU A 49151.005 6.711 

ATOM 690 2HB LEU A 49150.680 5.015 

ATOM 691 HG LEU A 49150.032 7.029 

ATOM 692 1HD1 LEU A 49152. 177 7. 734 

ATOM 693 2HD1 LEU A 49152.464 6.261 

ATOM 694 3HD1 LEU A 49152.725 6.271 

ATOM 695 1HD2 LEU A 49151.242 4.367 

ATOM 696 2HD2 LEU A 49150. 012 5. 241 

ATOM 697 3HD2 LEU A 49149. 579 4. 416 

ATOM 698 N ALA A 50147. 919 5. 047 

ATOM 699 CA ALA A 50147. 689 4. 724 

ATOM 700 C ALA A 50148. 600 3. 591 

ATOM 701 0 ALA A 50148.489 2.461 

ATOM 702 CB ALA A 50146. 230 4. 357 

ATOM 703 H ALA A 50147.421 4.564 

ATOM 704 HA ALA A 50147. 909 5. 608 
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5. 073 1. 00 0. 00 H 

6. 601 1. 00 0.00 H 
5. 263 1. 00 0. 00 H 
4. 345 1. 00 0. 00 N 
■3. 994 1. 00 0. 00 C 
■2. 498 1. 00 0. 00 C 
-1. 687 1. 00 0. 00 0 
-4. 417 1. 00 0. 00 C 
-5. 906 1. 00 0. 00 C 
-6. 125 1. 00 0.00 C 
-6. 693 1. 00 0. 00 C 
-4. 102 1. 00 0. 00 H 
-4. 524 1. 00 0. 00 H 
-3. 855 1. 00 0. 00 H 
-4. 162 1. 00 0. 00 H 
-6. 275 1. 00 0. 00 H 
-6. 140 1. 00 0. 00 H 
-7. 067 1. 00 0. 00 H 
-5. 323 1. 00 0. 00 H 
-6. 770 1. 00 0. 00 H 
-7. 682 1. 00 0. 00 H 
-6. 185 1. 00 0. 00 H 
-2. 139 1. 00 0. 00 N 
-0. 738 1. 00 0. 00 C 
-0. 281 1. 00 0. 00 C 
-0. 758 1. 00 0. 00 0 
-0. 514 1.00 0. 00 C 
-2. 831 1. 00 0. 00 H 
-0. 156 1. 00 0. 00 H 
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ATOM 


705 


1HB 


ALA A 


50145. 901 


4. 754 


ATOM 


706 


2HB 


ALA A 


50146. 126 


3. 282 


ATOM 


707 


3HB 


ALA A 


50145. 628 


4. 775 


ATOM 


708 


N 


GLY A 


51149. 502 


3. 899 


ATOM 


709 


CA 


GLY A 


51150. 420 


2. 895 


ATOM 


710 


C 


GLY A 


51149. 722 


1. 838 


ATOM 


711 


0 


GLY A 


51149. 241 


2. 120 


ATOM 


712 


H 


GLY A 


51149. 545 


4. 816 


ATOM 


713 


1HA 


GLY A 


51150. 907 


2.415 


ATOM 


714 


2HA 


GLY A 


51151. 168 


3. 381 


ATOM 


715 


N 


LEU A 


52149. 667 


0. 617 


ATOM 


716 


CA 


LEU A 


52149. 023 


-0. 486 


ATOM 


717 


C 


LEU A 


52150. 052 


-1. 340 


ATOM 


718 


0 


LEU A 


52151. 062 


-1. 744 


ATOM 


719 


CB 


LEU A 


52148. 231 


-1. 352 


ATOM 


720 


CG 


LEU A 


52146. 974 


-0. 695 


ATOM 


721 


CD1 


LEU A 


52146. 452 


-1.490 


ATOM 


722 


CD2 


LEU A 


52145. 903 


-0. 569 


ATOM 


723 


H 


LEU A 


52150. 068 


0. 453 


ATOM 


724 


HA 


LEU A 


52148. 342 


-0. 064 


ATOM 


725 


1HB 


LEU A 


52148. 882 


-1. 616 


ATOM 


726 


2HB 


LEU A 


52147. 935 


-2. 258 


ATOM 


727 


HG 


LEU A 


52147. 222 


0. 298 


ATOM 


728 


1HD1 


LEU A 


52145. 685 


-2. 174 


ATOM 


729 


2HD1 


LEU A 


52147. 263 


-2. 047 


ATOM 


730 


3HD1 


LEU A 


52146. 037 


-0.812 


ATOM 


731 


1HD2 


: LEU A 


52145. 344 


0. 343 


ATOM 


732 


2HD2 LEU A 


52146. 368 


-0. 544 


ATOM 


733 


3HD2 LEU A 


52145. 234 


-1.414 
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0. 435 1. 00 0. 00 H 

0. 509 1. 00 0. 00 H 

1. 307 1. 00 0. 00 H 

0. 645 1. 00 0. 00 N 

1. 151 1. 00 0. 00 C 
1. 983 1. 00 0. 00 C 
3.081 1. 00 0. 00 0 
0. 988 1. 00 0. 00 H 

0. 315 1.00 0. 00 H 

1. 759 1. 00 0. 00 H 

1. 461 1. 00 0. 00 N 

2. 164 1. 00 0. 00 C 
2. 897 1. 00 0. 00 C 
2. 320 1. 00 0. 00 0 
1. 183 1. 00 0. 00 C 

0. 609 1. 00 0. 00 C 
-0. 579 1. 00 0. 00 C 

1. 680 1. 00 0. 00 C 
0. 582 1. 00 0. 00 H 

2. 889 1. 00 0. 00 H 

0. 362 1. 00 0. 00 H 

1. 692 1. 00 0. 00 H 

0. 262 1. 00 0. 00 H 
-0. 246 1. 00 0. 00 H 
-1. 023 1. 00 0. 00 H 
-1. 311 1. 00 0. 00 H 

1. 526 1. 00 0. 00 H 

2. 655 1. 00 0. 00 H 
1. 622 1. 00 0. 00 H 
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ATOM 734 N GLU A 53149.790 -1.612 4.171 1.00 0. 00 N 

ATOM 735 CA GLU A 53150.694 -2.418 4.983 1.00 0. 00 C 

ATOM 736 C GLU A 53150.200 -3.859 5.076 1.00 0. 00 C 

ATOM 737 0 GLU A 53149.205 -4.142 5.744 1.00 0.00 0 

ATOM 738 CB GLU A 53150.826 -1.819 6.384 1.00 0. 00 C 

ATOM 739 CG GLU A 53151.783 -2.584 7.284 1.00 0. 00 C 

ATOM 740 CD GLU A 53151.317 -2.629 8.726 1.00 0. 00 C 

ATOM 741 0E1 GLU A 53151.200 -1.550 9.345 1.00 0.00 0 

ATOM 742 0E2 GLU A 53151.071 -3.742 9.236 1.00 0.00 0 

ATOM 743 H GLU A 53148. 969 -1. 262 4. 575 1. 00 0. 00 H 

ATOM 744 HA GLU A 53151.662 -2.413 4.505 1.00 0. 00 H 

ATOM 745 1HB GLU A 53151.182 -0.804 6.297 1.00 0. 00 H 

ATOM 746 2HB GLU A 53149. 854 -1. 812 6. 853 1. 00 0. 00 H 

ATOM 747 1HG GLU A 53151.870 -3.597 6.919 1.00 0. 00 H 

ATOM 748 2HG GLU A 53152.751 -2.105 7.248 1.00 0. 00 H 

ATOM 749 N LEU A 54150.903 -4.765 4.405 1.00 0. 00 N 

ATOM 750 CA LEU A 54150.537 -6.176 4.412 1.00 0. 00 C 

ATOM 751 C LEU A 54150.705 -6.775 5.805 1.00 0. 00 C 

ATOM 752 0 LEU A 54151. 577 -6. 360 6. 568 1. 00 0. 00 0 

20 ATOM 753 CB LEU A 54151.389 -6.950 3.404 1.00 0. 00 C 

ATOM 754 CG LEU A 54151.447 -6.342 2.002 1.00 0. 00 C 

ATOM 755 CD1 LEU A 54152. 766 -6. 680 1. 327 1. 00 0. 00 C 

ATOM 756 CD2 LEU A 54150. 276 -6. 829 1. 162 1. 00 0. 00 C 

ATOM 757 H LEU A 54151.686 -4.477 3.891 1.00 0. 00 H 

25 ATOM 758 HA LEU A 54149. 498 -6. 250 4. 124 1. 00 0. 00 H 

ATOM 759 1HB LEU A 54152.396 -7.013 3.790 1.00 0. 00 H 

ATOM 760 2HB LEU A 54150.990 -7.951 3.321 1.00 0. 00 H 

ATOM 761 HG LEU A 54151.378 -5.266 2.081 1.00 0. 00 H 

ATOM 762 1HD1 LEU A 54153.136 -7.620 1.710 1.00 0. 00 H 
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ATOM 


763 


2HD1 


LEU A 


54153. 485 


-5. 901 




ATOM 


764 


3HD1 


LEU A 


54152. 615 


-6. 761 




ATOM 


765 


1HD2 LEU A 


54149.455 


-7. 099 




ATOM 


766 


2HD2 LEU A 


54150. 578 


-7. 692 


5 


ATOM 


767 


3HD2 


T T^TT A 

LEU A 


54149. 962 


-6. 043 




ATOM 


768 


XT 

N 


ot TT A 

GLU A 


55149. 864 


-7. 752 




ATOM 


769 


CA 


/"IT TT A 

GLU A 


55149. 920 


-8. 408 




ATOM 


770 


C 


GLU A 


55151. 075 


-9. 402 




ATOM 


771 


0 


GLU A 


55151. 677 


-9. 606 


10 


ATOM 


772 


CB 


GLU A 


55148. 600 


-9. 124 




ATOM 


773 


CG 


GLU A 


55147. 559 


-8. 237 




ATOM 


774 


CD 


GLU A 


55146. 145 


-8. 576 




ATOM 


775 


0E1 


GLU A 


55145. 281 


-7. 675 




ATOM 


776 


0E2 


GLU A 


55145. 902 


-9. 743 


15 


ATOM 


777 


H 


GLU A 


55149. 191 


-8. 038 




ATOM 


778 


HA 


GLU A 


55150. 077 


-7. 646 




ATOM 


779 


1HB 


GLU A 


55148. 191 


-9. 491 




ATOM 


780 


2HB 


GLU A' 


55148. 794 


-9. 962 




ATOM 


781 


1HG 


GLU A 


55147. 631 


-8. 356 


20 


ATOM 


782 


2HG 


/IT TT A 

GLU A 


55147. 762 


-7. 209 




ATOM 


783 


N 


ASP A 


56151. 380 


-10. 017 




ATOM 


784 


CA 


ASP A 


56152. 464 


-10. 989 




ATOM 


785 


C 


ASP A 


56153. 720 


-10. 358 




ATOM 


786 


0 


ASP A 


56153. 639 


-9. 461 


25 


ATOM 


787 


CB 


ASP A 


56152. 038 


-12. 194 




ATOM 


788 


CG 


ASP A 


56152. 656 


-13. 489 




ATOM 


789 


0D1 


ASP A 


56151. 930 


-14. 502 




ATOM 


790 


0D2 


ASP A 


56153. 866 


-13. 489 




ATOM 


791 


H 


ASP A 


56150. 865 


-9.811 
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1.531 1.00 0. 00 H 

0. 261 1. 00 0. 00 H 

1.811 1.00 0. 00 H 

0. 589 1. 00 0. 00 H 

0. 492 1. 00 0. 00 H 

6. 128 1. 00 0. 00 N 

7. 429 1. 00 0. 00 C 

7. 489 1. 00 0. 00 C 

8. 543 1. 00 0. 00 0 

7. 719 1. 00 0. 00 C 

8. 381 1. 00 0. 00 C 
7. 952 1. 00 0. 00 C 
7. 989 1. 00 0. 00 0 

7. 576 1. 00 0. 00 0 

5. 477 1. 00 0. 00 H 

8. 178 1. 00 0. 00 H 

6. 789 1. 00 0. 00 H 

8. 371 1. 00 0. 00 H 

9. 452 1. 00 0. 00 H 
8. 120 1. 00 0. 00 H 
6. 351 1. 00 0. 00 N 
6. 275 1. 00 0. 00 C 
5. 682 1. 00 0. 00 C 

4. 844 1. 00 0. 00 0 

5. 434 1. 00 0. 00 C 
5. 924 1. 00 0. 00 C 

5. 999 1. 00 0. 00 0 

6. 233 1. 00 0. 00 0 
5. 544 1. 00 0. 00 H 
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ATOM 


792 


HA 




ATOM 


793 


1HB 




ATOM 


794 


2HB 




ATOM 


795 


N 


5 


ATOM 


796 


CA 




ATOM 


797 


C 




ATOM 


798 


0 




ATOM 


799 


CB 




ATOM 


800 


CG 


10 


ATOM 


801 


CD 




ATOM 


802 


0E1 




ATOM 


803 


0E2 




ATOM 


804 


H 




ATOM 


805 


HA 


15 


ATOM 


806 


1HB 




ATOM 


807 


2HB 




ATOM 


808 


1HG 




ATOM 


809 


2HG 




ATOM 


810 


N 


20 


ATOM 


811 


CA 




ATOM 


812 


C 




ATOM 


813 


0 




ATOM 


814 


CB 




ATOM 


815 


SG 


25 


ATOM 


816 


H 




ATOM 


817 


HA 




ATOM 


818 


1HB 




ATOM 


819 


2HB 




ATOM 


820 


HG 
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ASP A 56152. 682 -11. 322 

ASP A 56150. 963 -12. 292 

ASP A 56152.343 -12.036 

GLU A 57154. 880 -10. 835 

GLU A 57156. 153 -10. 318 

GLU A 57156. 464 -10. 862 

GLU A 57157. 189 -11. 845 

GLU A 57157. 281 -10. 684 

GLU A 57157. 059 -10. 172 

GLU A 57156. 643 -11. 271 

GLU A 57155. 525 -11. 806 

GLU A 57157. 435 -11. 596 

GLU A 57154. 880 -11. 552 

GLU A 57156.074 -9.242 

GLU A 57157. 370 -11. 760 

GLU A 57158. 206 -10. 268 

GLU A 57157.977 -9.732 

GLU A 57156.284 -9.419 

CYS A 58155. 911 -10. 214 

CYS A 58156. 129 -10. 631 

CYS A 58157. 505 -10. 192 

CYS A 58157. 859 -9. 016 

CYS A 58155. 043 -10. 051 

CYS A 58153. 516 -11. 020 

CYS A 58155. 341 -9. 436 

CYS A 58156. 076 -11. 709 

CYS A 58154. 793 -9. 057 

CYS A 58155. 420 -9. 996 

CYS A 58153. 511 -11. 593 
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7. 278 1. 00 0. 00 H 

5. 474 1. 00 0. 00 H 

4. 409 1. 00 0. 00 H 

6. 122 1. 00 0. 00 N 

5. 635 1. 00 0. 00 C 
4. 244 1. 00 0. 00 C 

4. 098 1. 00 0. 00 0 

6. 601 1. 00 0. 00 C 

8. 016 1. 00 0. 00 C 
8. 975 1. 00 0. 00 C 

8. 817 1. 00 0. 00 0 

9. 885 1. 00 0. 00 0 
6. 790 1. 00 0. 00 H 

5. 579 1. 00 0. 00 H 

6. 641 1. 00 0. 00 H 
6.231 1. 00 0. 00 H 
8. 374 1. 00 0. 00 H 

7. 995 1. 00 0. 00 H 
3. 224 1. 00 0. 00 N 
1. 844 1. 00 0. 00 C 
1. 354 1. 00 0. 00 C 
1. 437 1. 00 0. 00 0 
0. 935 1. 00 0. 00 C 

0. 901 1. 00 0. 00 S 
3. 404 1. 00 0. 00 H 
1.812 1.00 0. 00 H 
1.275 1.00 0. 00 H 

-0. 075 1. 00 0. 00 H 

1. 672 1. 00 0. 00 H 
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ATOM 


821 


N 


ALA A 


59158. 278 


-11. 145 


0. 842 


1. 00 


0. 00 N 




ATOM 


822 


CA 


ALA A 


59159. 615 


-10. 857 


0. 338 


1. 00 


0. 00 C 




ATOM 


823 


C 


ALA A 


59159. 552 


-10. 057 


-0. 958 


1. 00 


0. 00 C 




ATOM 


824 


0 


ALA A 


59159.080 


-10. 551 


-1. 981 


1. 00 


0. 00 0 


5 


ATOM 


825 


CB 


ALA A 


59160. 388 


-12. 149 


0. 126 


1. 00 


0. 00 C 




ATOM 


826 


H 


ALA A 


59157. 939 


-12. 064 


0. 802 


1. 00 


0. 00 H 




ATOM 


827 


HA 


ALA A 


59160. 133 


-10. 274 


1. 085 


1. 00 


0. 00 H 




ATOM 


828 


1HB 


ALA A 


59159. 764 


-12. 860 


-0. 395 


1. 00 


0. 00 H 




ATOM 


829 


2HB 


ALA A 


59160. 677 


-12. 557 


1. 084 


1. 00 


0. 00 H 


10 


ATOM 


830 


3HB 


ALA A 


59161. 272 


-11. 948 


-0. 460 


1. 00 


0. 00 H 




ATOM 


831 


N 


GLY A 


60160. 031 


-8. 818 


-0. 907 


1. 00 


0. 00 N 




ATOM 


832 


CA 


GLY A 


60160. 020 


-7. 970 


-2. 084 


1. 00 


0. 00 c 




ATOM 


833 


C 


GLY A 


60159. 553 


-6. 560 


-1. 778 


1. 00 


0. 00 C 




ATOM 


834 


0 


GLY A 


60159. 945 


-5. 608 


-2. 455 


1. 00 


0. 00 0 


15 


ATOM 


835 


H 


GLY A 


60160. 396 


-8. 478 


-0. 063 


1. 00 


0. 00 H 




ATOM 


836 


1HA 


GLY A 


60161. 020 


-7. 926 


-2. 491 


1. 00 


0. 00 H 




ATOM 


837 


2HA 


GLY A 


.60159. 362 


-8. 403 


-2. 821 


1. 00 


0. 00 H 




ATOM 


838 


N 


CYS A 


61158. 713 


-6.425 


-0. 757 


1. 00 


0. 00 N 




ATOM 


839 


CA 


CYS A 


61158. 192 


-5. 122 


-0. 363 


1. 00 


0.00 C 


20 


ATOM 


840 


C 


CYS A 


61159. 189 


-4. 380 


0. 519 


1. 00 


0. 00 C 




ATOM 


841 


0 


CYS A 


61160. 222 


-4.931 


0. 904 


1. 00 


0. 00 0 




ATOM 


842 


CB 


CYS A 


61156. 861 


-5. 283 


0. 375 


1. 00 


0. 00 C 




ATOM 


843 


SG 


CYS A 


61155. 608 


-6. 197 


-0. 553 


1. 00 


0. 00 S 




ATOM 


844 


H 


CYS A 


61158. 438 


-7. 221 


-0. 257 


1. 00 


0. 00 H 


25 


ATOM 


845 


HA 


CYS A 


61158. 026 


-4. 545 


-1. 262 


1. 00 


0. 00 H 




ATOM 


846 


1HB 


CYS A 


61157. 035 


-5.812 


1. 301 


1. 00 


0. 00 H 




ATOM 


847 


2HB 


CYS A 


61156. 460 


-4. 305 


0. 595 


1. 00 


0. 00 H 




ATOM 


848 


HG 


CYS A 


61154. 811 


-5. 662 


-0. 582 


1. 00 


0. 00 H 




ATOM 


849 


N 


THR A 


62158. 876 


-3. 128 


0. 835 


1. 00 


0. 00 N 
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ATOM 


850 


CA 


THR A 




ATOM 


851 


C 


THR A 




ATOM 


852 


0 


THR A 




ATOM 


853 


CB 


THR A 


5 


ATOM 


854 


0G1 


THR A 




ATOM 


855 


CG2 


THR A 




ATOM 


856 


H 


THR A 




ATOM 


857 


HA 


THR A 




ATOM 


858 


HB 


THR A 


10 


ATOM 


859 


HG1 


THR A 




ATOM 


860 


1HG2 


THR A 




ATOM 


861 


2HG2 


THR A 




ATOM 


862 


3HG2 


THR A 




ATOM 


863 


N 


ASP A 


15 


ATOM 


864 


CA 


ASP A 




ATOM 


865 


C 


ASP A 




ATOM 


866 


0 


ASP A 




ATOM 


867 


CB 


ASP A 




ATOM 


868 


CG 


ASP A 


20 


ATOM 


869 


0D1 


ASP A 




ATOM 


870 


0D2 


ASP A 




ATOM 


871 


H 


ASP A 




ATOM 


872 


HA 


ASP A 




ATOM 


873 


1HB 


ASP A 


25 


ATOM 


874 


2HB 


ASP A 




ATOM 


875 


N 


GLY A 




ATOM 


876 


CA 


GLY A 




ATOM 


877 


C 


GLY A 




ATOM 


878 


0 


GLY A 



437 

62159.746 -2.310 

62159. 171 -2. 169 

62158. 132 -2. 748 

62159.940 -0.929 

62158. 694 -0. 283 

62160.641 -0.973 

62158. 040 -2. 744 

62160.704 -2.805 
62160.540 -0.325 
62158. 840 0. 602 
62160.440 -1.919 

62161.705 -0.862 
62160.277 -0.169 
63159.853 -1.394 
63159.410 -1.175 
63158.661 0.148 

63158.703 0.800 
63160. 606 -1. 189 

63161.704 -0.240 
63161.752 0.893 
63162.517 -0.629 
63160.674 -0.958 
63158. 741 -1. 980 
63160.276 -0.899 
63161.013 -2.189 

64157. 976 0. 538 
64157.227 1.781 
64157.980 2.918 

64158. 006 4. 037 



PCT/JP2003/010288 

1. 673 1. 00 0. 00 C 

3. 078 1. 00 0. 00 C 

3. 397 1. 00 0. 00 0 

I. 047 1. 00 0. 00 C 

0. 860 1. 00 0. 00 0 
-0. 294 1. 00 0. 00 C 

O: 498 1. 00 0. 00 H 

1. 737 1. 00 0. 00 H 
1. 712 1. 00 0. 00 H 
0. 518 1. 00 0. 00 H 

-0. 774 1. 00 0. 00 H 

-0. 148 1. 00 0. 00 H 

-0. 917 1. 00 0. 00 H 

3. 916 1. 00 0. 00 N 

5. 289 1. 00 0. 00 C 
5.414 1.00 0.00 C 

6. 457 1. 00 0. 00 0 
6. 241 1. 00 0. 00 C 

5. 805 1. 00 0. 00 C 

6. 328 1. 00 0. 00 0 

4. 939 1. 00 0. 00 0 

3. 604 1. 00 0. 00 H 

5. 553 1. 00 0. 00 H 

7. 227 1. 00 0. 00 H 

6. 282 1. 00 0. 00 H 

4. 344 1. 00 0. 00 N 
4. 356 1. 00 0. 00 C 

3. 692 1. 00 0. 00 C 

4. 204 1. 00 0. 00 0 
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ATOM 


879 


H 




ATOM 


880 


1HA 




ATOM 


881 


2HA 




ATOM 


882 


N 


5 


ATOM 


883 


CA 




ATOM 


884 


C 




ATOM 


885 


0 




ATOM 


886 


CB 




ATOM 


887 


0G1 


10 


ATOM 


888 


CG2 




ATOM 


889 


H 




ATOM 


890 


HA 




ATOM 


891 


HB 




ATOM 


892 


HG1 


15 


ATOM 


893 


1HG2 




ATOM 


894 


2HG2 




ATOM 


895 


3HG2 




ATOM 


896 


N 




ATOM 


897 


CA 


20 


ATOM 


898 


C 




ATOM 


899 


0 




ATOM 


900 


CB 




ATOM 


901 


CG 




ATOM 


902 


CD1 


25 


ATOM 


903 


CD 2 




ATOM 


904 


CE1 




ATOM 


905 


CE2 




ATOM 


906 


CZ 




ATOM 


907 


H 



438 

GLY A 64157. 978 -0. 022 

GLY A 64156. 292 1.631 

GLY A 64157. 018 2. 053 

THR A 65158. 594 2. 630 

THR A 65159.351 3.636 

THR A 65159.077 3.536 

THR A 65159.346 2. 511 

THR A 65160.848 3.475 

THR A 65161.266 2.148 

THR A 65161.239 3.795 

THR A 65158.536 1.720 

THR A 65159.035 4.608 

THR A 65161.394 4.143 

THR A 65161.056 1.927 

THR A 65160.578 4.555 

THR A 65162.256 4.158 

THR A 65161.162 2. 904 

PHE A 66158. 540 4. 610 

PHE A 66158. 230 4. 645 

PHE A 66159. 285 5.435 

PHE A 66159. 348 6. 660 

PHE A 66156. 848 5. 261 

PHE A 66156. 258 4. 935 

PHE A 66155. 882 5. 945 

PHE A 66156.081 3.618 

PHE A 66155. 340 5. 647 

PHE A 66155.538 3.314 

PHE A 66155. 167 4. 330 

PHE A 66158.348 5.398 
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3. 540 1. 00 0. 00 H 

3. 836 1. 00 0. 00 H 

5. 380 1. 00 0. 00 H 

2. 549 1. 00 0. 00 N 

1. 814 1. 00 0. 00 C 

0. 317 1. 00 0. 00 C 
-0. 307 1. 00 0. 00 0 

2. 081 1. 00 0. 00 C 

1. 810 1. 00 0. 00 0 

3. 508 1. 00 0. 00 C 
2.192 1.00 O.OOH 

2. 162 1. 00 0. 00 H 
1.431 1.00 O.OOH 
0. 900 1. 00 0. 00 H 

3. 900 1. 00 0. 00 H 

3. 530 1. 00 0. 00 H 

4. 112 1. 00 0.00 H 
-0. 254 1. 00 0. 00 N 
-1. 678 1. 00 0. 00 C 
-2. 446 1. 00 0. 00 C 
-2. 351 1. 00 0.00 0 
-1.905 1.00 0.00 C 
-3. 248 1. 00 0. 00 C 
-4. 118 1. 00 0.00 C 
-3. 638 1. 00 0. 00 C 
-5. 354 1. 00 0. 00 C 
-4. 873 1. 00 0. 00 C 
-5. 732 1. 00 0.00 C 

0. 296 1. 00 0. 00 H 
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439 





ATOM 


908 


HA 


PHE A 


66158. 224 


3. 628 




ATOM 


909 : 


IHB 


PHE A 


66156. I7l 


4. 898 




ATOM 


910 2HB 


PHE A 


66156. 925 


6. 337 




ATOM 


A 1 1 

9ll 


HDl 


PHE A 


66156. 018 


6. 976 


5 


ATOM 


912 


HD2 


PHE A 


66156. 370 


2. 822 




ATOM 


913 


HEl 


PHE A 


66155. 051 


6. 445 




ATOM 


914 


HE 2 PHE A 


66155. 404 


2. 283 




ATOM 


915 


HZ 


PHE A 


66154. 743 


4. 096 




ATOM 


916 


N 


ARG A 


67160. Ill 


4. 724 


10 


ATOM 


917 


CA 


ARG A 


67161. 164 


5. 358 




ATOM 


918 


C 


ARG A 


67162. 128 


6. 124 




ATOM 


919 


0 


ARG A 


67162. 576 


7.219 




ATOM 


920 


CB 


ARG A 


67160. 557 


6. 304 




ATOM 


921 


CG 


ARG A 


67159. 739 


5. 593 


15 


ATOM 


922 


CD 


ARG A 


67160. 131 


6. 041 




ATOM 


923 


NE 


ARG A 


67161. 016 


5. 080 




ATOM 


924 


CZ 


ARG A 


67161. 773 


5. 370 




ATOM 


925 


NHl 


ARG A 


67161. 755 


6. 590 




ATOM 


926 


NH2 ARG A 


67162. 549 


4. 437 


20 


ATOM 


927 


H 


ARG A 


67160. Oil 


3. 750 




ATOM 


928 


HA 


ARG A 


67161. 711 


4. 580 




ATOM 


929 


IHB 


ARG A 


67159. 912 


7. 008 




ATOM 


930 


2HB 


ARG A 


67161. 353 


6. 846 




ATOM 


931 


lHG 


ARG A 


67159. 904 


4. 529 


25 


ATOM 


932 


2HG 


ARG A 


67158. 693 


5. 810 




ATOM 


933 


lHD 


ARG A 


67159. 236 


6. 154 




ATOM 


934 


2HD 


ARG A 


67160. 638 


6. 994 




ATOM 


935 


HE 


ARG A 


67161. 048 


4. 172 




ATOM 


936 


lHHl ARG A 


67161. 172 


7. 297 
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2. 040 1. 00 0. 00 H 

1. 148 1. 00 0. 00 H 

1. 827 1. 00 0. 00 H 

•3. 824 1. 00 0. 00 H 

-2. 968 1. 00 0. 00 H 

-6. 023 1. 00 0. 00 H 

-5. 166 1. 00 0. 00 H 

-6. 696 1. 00 0. 00 H 

-3. 207 1. 00 0. 00 N 

-3. 991 1. 00 0. 00 C 

-3. 090 1. 00 0. 00 C 

-3. 430 1. 00 0. 00 0 

-5. 029 1. 00 0. 00 C 

-6. 096 1. 00 0. 00 C 

-7. 495 1. 00 0. 00 C 
-8. 150 1. 00 0. 00 N 
-9. 206 1. 00 0. 00 C 
-9. 731 1. 00 0. 00 N 
-9. 741 1. 00 0. 00 N 
-3. 241 1. 00 0. 00 H 
-4. 503 1. 00 0. 00 H 
-4. 523 1. 00 0. 00 H 
-5. 516 1. 00 0. 00 H 
-6. 012 1. 00 0. 00 H 
-5. 938 1. 00 0. 00 H 
-8. 088 1. 00 0. 00 H 
-7. 425 1. 00 0. 00 H 
-7. 783 1. 00 0. 00 H 
-9. 333 1. 00 0. 00 H 
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ATOM 


937 


2HH1 


ARG A 


67162. 325 


6. 801 - 


•10. 524 


1. 00 


0. 00 H 




ATOM 


938 


1HH2 ARG A 


67162. 566 


3. 516 


-9. 351 


1. 00 


0. 00 H 




ATOM 


939 


2HH2 ARG A 


67163. 117 


4. 653 - 


-10. 535 


1. 00 


0. 00 H 




ATOM 


'940 


N 


PT V A 

GLY A 


68162. 443 


5. 540 


-1. 939 


1. 00 


0. 00 N 


5 


ATOM 


941 


f A 

CA 


GLY A 


68163. 351 


6. 182 


-1. 006 


1. 00 


0.00 c 




ATOM 


942 


c 


GLY A 


68162. 706 


7. 342 


-0. 275 


1. 00 


0.00 c 




ATOM 


943 


0 


GLY A 


68163. 385 


8. 287 


0. 127 


1. 00 


0.00 0 




ATOM 


944 


TT 

H 


r*j XT A 

GLY A 


68162. 055 


4. 667 


-1. 721 


1. 00 


0.00 H 




ATOM 


945 


lHA 


/IT \T A 

GLY A 


68163. 679 


5. 452 


-0. 281 


1. 00 


0.00 H 


10 


ATOM 


946 


2HA 


GLY A 


68164. 210 


6. 546 


-1. 550 


1. 00 


0. 00 H 




ATOM 


947 


N 


THR A 


69161. 389 


7. 272 


-0. 102 


1. 00 


0. 00 N 




ATOM 


948 


CA 


THR A 


69160. 651 


8. 325 


0. 585 


1. 00 


0.00 c 




ATOM 


949 


C 


THR A 


69159. 735 


7. 739 


1. 654 


1. 00 


0.00 c 




ATOM 


950 


0 


THR A 


69158. 604 


7. 347 


1. 369 


1. 00 


0. 00 0 


15 


ATOM 


951 


CB 


THR A 


69159. 829 


9. 137 


-0. 417 


1. 00 


0.00 c 




ATOM 


952 


OGl 


THR A 


69160. 590 


9. 421 


-1. 578 


1. 00 


0. 00 0 




ATOM 


953 


CG2 THR A 


69159. 336 


10. 454 


0. 141 


1. 00 


0.00 c 




ATOM 


954 


H 


THR A 


69160. 902 


6. 493 


-0. 445 


1. 00 


0. 00 H 




ATOM 


955 


HA 


THR A 


69161. 368 


8. 976 


1. 061 


1. 00 


0.00 H 


20 


ATOM 


956 


HB 


THR A 


69158. 965 


8. 558 


-0. 711 


1. 00 


0. 00 H 




ATOM 


957 


HGl 


THR A 


69161. 292 


10. 038 


-1. 358 


1. 00 


0. 00 H 




ATOM 


958 


1HG2 


THR A 


69159. 985 


11. 252 


-0. 190 


1. 00 


0. 00 H 




ATOM 


959 


2HG2 THR A 


69159. 340 


10. 412 


1. 220 


1. 00 


0. 00 H 




ATOM 


960 


3HG2 


THR A 


69158. 331 


10. 639 


-0. 208 


1. 00 


0. 00 H 


25 


ATOM 


961 


N 


ARG A 


70160. 232 


7. 682 


2. 886 


1. 00 


0. 00 N 




ATOM 


962 


CA 


ARG A 


70159. 457 


7. 143 


3. 998 


1. 00 


0.00 C 




ATOM 


963 


C 


ARG A 


70158. 310 


8. 077 


4. 365 


1. 00 


0. 00 C 




ATOM 


964 


0 


ARG A 


70158. 529 


9. 234 


4. 725 


1. 00 


0.00 0 




ATOM 


965 


CB 


ARG A 


70160. 359 


6. 919 


5. 213 


1. 00 


0.00 c 
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441 

ATOM 966 CG ARG A 70159.662 6. 210 

ATOM 967 CD ARG A 70159.925 6.903 

ATOM 968 NE ARG A 70159.851 5.977 

ATOM 969 CZ ARG A 70160.254 6.275 

ATOM 970 NH1 ARG A 70160.761 7.472 

ATOM 971 NH2 ARG A 70160. 151 5. 374 

ATOM 972 H ARG A 70161.141 8.009 

ATOM 973 HA ARG A 70159. 048 6. 193 

ATOM 974 1HB ARG A 70161.208 6.324 

ATOM 975 2HB ARG A 70160. 709 7. 878 

ATOM 976 1HG ARG A 70158.599 6.203 

ATOM 977 2HG ARG A 70160.026 5.194 

ATOM 978 1HD ARG A 70160.912 7.343 

ATOM 979 2HD ARG A 70159. 189 7. 682 

ATOM 980 HE ARG A 70159.482 5.085 

ATOM 981 1HH1 ARG A 70160. 841 8. 157 

ATOM 982 2HH1 ARG A 70161.062 7.690 

ATOM 983 1HH2 ARG A 70159.771 4.470 

ATOM 984 2HH2 ARG A 70160.454 5.598 

ATOM 985 N TYR A 71157.086 7.567 

ATOM 986 CA TYR A 71155.903 8.356 

ATOM 987 C TYR A 71155.381 8.004 

ATOM 988 0 TYR A 71154.877 8.865 

ATOM 989 CB TYR A 71154.808 8.125 

ATOM 990 CG TYR A 71155.153 8.667 

ATOM 991 CD 1 TYR A 71155.218 7.826 

ATOM 992 CD 2 TYR A 71155.413 10.018 

ATOM 993 CE1 TYR A 71155.533 8.316 

ATOM 994 CE2 TYR A 71155.727 10.517 
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6. 364 1. 00 0. 00 C 

7. 691 1. 00 0. 00 C 
8.819 1.00 0.00 N 

10. 051 1. 00 0. 00 C 

10. 320 1. 00 0. 00 N 

11.018 1.00 0. 00 N 

3. 050 1. 00 0. 00 H 

3. 686 1. 00 0. 00 H 

4. 913 1. 00 0. 00 H 

5. 567 1. 00 0. 00 H 

6. 178 1. 00 0. 00 H 

6. 421 1. 00 0. 00 H 

7. 663 1. 00 0. 00 H 

7. 827 1. 00 0. 00 H 

8. 647 1. 00 0. 00 H 

9. 595 1. 00 0. 00 H 
11.248 1.00 0. 00 H 
10. 820 1. 00 0. 00 H 
11.945 1.00 0. 00 H 

4. 275 1. 00 0. 00 N 

4. 599 1. 00 0. 00 C 

5. 988 1. 00 0. 00 C 

6. 710 1. 00 0. 00 0 
3. 556 1. 00 0. 00 C 
2. 187 1. 00 0. 00 C 
1. 083 1. 00 0. 00 C 
1. 998 1. 00 0. 00 C 

-0. 170 1. 00 0. 00 C 

0. 748 1. 00 0. 00 C 
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ATOM 


995 


CZ 


TYR A 




ATOM 


996 


OH 


TYR A 




ATOM 


997 


H 


TYR A 




ATOM 


998 


HA 


TYR A 


5 


ATOM 


999 


1HB 


TYR A 




ATOM 


1000 


2HB 


TYR A 




ATOM 


1001 


HD1 


TYR A 




ATOM 


1002 


HD2 


TYR A 




ATOM 


1003 


HE1 


TYR A 


10 


ATOM 


1004 


HE 2 


TYR A 




ATOM 


1005 


HH 


TYR A 




ATOM 


1006 


N 


PHE A 




ATOM 


1007 


CA 


PHE A 




ATOM 


1008 


C 


PHE A 


15 


ATOM 


1009 


0 


PHE A 




ATOM 


1010 


CB 


PHE A 




ATOM 


1011 


CG 


PHE A 




ATOM 


1012 


CD1 


PHE A 




ATOM 


1013 


CD 2 


PHE A 


20 


ATOM 


1014 


CE1 


PHE A 




ATOM 


1015 


CE2 PHE A 




ATOM 


1016 


CZ 


PHE A 




ATOM 


1017 


H 


PHE A 




ATOM 


1018 


HA 


PHE A 


25 


ATOM 


1019 


1HB 


PHE A 




ATOM 


1020 


2HB 


PHE A 




ATOM 


1021 


HD1 


PHE A 




ATOM 


1022 


HD2 PHE A 




ATOM 


1023 


HE1 


PHE A 



442 

71155.786 9.662 

71156.099 10.155 

71156.976 6.638 

71156.187 9.397 

71154.633 7.064 

71153.901 8.607 

71155.019 6.773 
71155.367 10.685 
71155.578 7.646 
71155.926 11.571 
71155.373 9.983 
72155.504 6.733 
72155.045 6.266 

72156.020 5.251 
72157.052 4.949 
72153.653 5.642 
72153.543 4.631 
72153.294 5.033 
72153.689 3.278 

72153. 193 4. 104 
72153.588 2.345 
72153.340 2.759 
72155.914 6.094 

72154. 990 7. 120 
72153.406 5.147 
72152.931 6.422 
72153.179 6.084 
72153.884 2.954 
72152.997 4.431 
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-0. 332 1. 00 0. 00 C 

-1. 578 1. 00 0. 00 0 

3. 983 1. 00 0. 00 H 

4. 587 1. 00 0. 00 H 
3. 458 1. 00 0. 00 H 

3. 886 1. 00 0. 00 H 
1.213 1.00 0. 00 H 

2. 846 1. 00 0. 00 H 
-1. 016 1. 00 0. 00 H 

0. 622 1. 00 0. 00 H 

-2. 182 1. 00 0. 00 H 

6. 357 1. 00 0. 00 N 

7. 659 1. 00 0. 00 C 

8. 248 1. 00 0. 00 C 
7. 649 1. 00 0. 00 0 

7. 538 1. 00 0. 00 C 

6. 433 1. 00 0. 00 C 

5. 130 1. 00 0. 00 C 

6. 696 1. 00 0. 00 C 

4. Ill 1. 00 0. 00 C 

5. 682 1. 00 0. 00 C 

4. 388 1. 00 0. 00 C 

5. 737 1. 00 0. 00 H 
8.317 1.00 0. 00 H 

8. 465 1. 00 0. 00 H 

7. 349 1. 00 0. 00 H 
4. 913 1. 00 0. 00 H 

7. 708 1. 00 0. 00 H 

3. 101 1. 00 0. 00 H 
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ATOM 


1024 


HE 2 




ATOM 


1025 


HZ 




ATOM 


1026 


N 




ATOM 


1027 


CA 


5 


ATOM 


1028 


C 




ATOM 


1029 


0 




ATOM 


1030 


CB 




ATOM 


1031 


0G1 




ATOM 


1032 


CG2 


10 


ATOM 


1033 


H 




ATOM 


1034 


HA 




ATOM 


1035 


HB 




ATOM 


1036 


HG1 




ATOM 


1037 


1HG2 


15 


ATOM 


1038 


2HG2 




ATOM 


1039 


3HG2 




ATOM 


1040 


N 




ATOM 


1041 


CA 




ATOM 


1042 


C 


20 


ATOM 


1043 


0 




ATOM 


1044 


CB 




ATOM 


1045 


SG 




ATOM 


1046 


H 




ATOM 


1047 


HA 


25 


ATOM 


1048 


1HB 




ATOM 


1049 


2HB 




ATOM 


1050 


HG 




ATOM 


1051 


N 




ATOM 


1052 


CA 
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PHE A 72153.705 1.294 

PHE A 72153. 262 2. 032 

THR A 73155.687 4.731 

THR A 73156. 534 3. 750 

THR A 73155.833 2.399 

THR A 73154.813 2.263 

THR A 73156.909 4.241 

THR A 73157.700 3.278 

THR A 73155.709 4.539 

THR A 73154. 851 5. 012 

THR A 73157.434 3.636 

THR A 73157.486 5.150 

THR A 73158.049 3.660 

THR A 73155.202 3.617 

THR A 73155.032 5.192 

THR A 73156.035 5.021 

CYS A 74156. 388 1. 402 

CYS A 74155. 816 0. 060 

CYS A 74156. 913 -0. 999 

CYS A 74158. 096 -0. 687 

CYS A 74154. 939 -0. 148 

CYS A 74153. 237 0. 427 

CYS A 74157. 201 1. 572 

CYS A 74155. 205 -0. 035 

CYS A 74155. 370 0. 387 

CYS A 74154. 905 -1. 202 

CYS A 74152. 753 0. 204 

ALA A 75156. 512 -2. 252 

ALA A 75157.461 -3.357 
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5.901 1.00 0. 00 H 

3. 593 1. 00 0. 00 H 

9. 424 1. 00 0. 00 N 

10. 094 1. 00 0. 00 C 

10. 188 1. 00 0. 00 C 
10.862 1.00 0.00 0 
11.493 1.00 0.00 C 
12. 167 1. 00 0. 00 0 
12. 365 1. 00 0. 00 C 

9. 852 1. 00 0. 00 H 

9. 510 1. 00 0. 00 H 

11.401 1.00 0. 00 H 

12. 976 1. 00 0. 00 H 

12. 608 1. 00 0. 00 H 

11. 834 1. 00 0. 00 H 

13. 274 1. 00 0. 00 H 
9. 505 1. 00 0. 00 N 
9. 512 1. 00 0. 00 C 
9. 554 1. 00 0. 00 C 

9. 422 1. 00 0. 00 0 
8. 276 1. 00 0. 00 C 
8. 475 1. 00 0. 00 S 
8. 985 1. 00 0. 00 H 

10. 396 1. 00 0. 00 H 

7. 443 1. 00 0. 00 H 

8. 042 1. 00 0. 00 H 
7. 676 1. 00 0. 00 H 

9. 739 1. 00 0. 00 N 
9. 799 1. 00 0. 00 C 
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ATOM 


1053 


C 


ALA A 


75158. 197 


-3. 521 




ATOM 


1054 


0 


ALA A 


75157. 960 


-2. 774 




ATOM 


1055 


CB 


ALA A 


75156. 745 


-4. 647 




ATOM 


1056 


H 


ALA A 


75155. 554 


-2. 438 


5 


ATOM 


1057 


HA 


ALA A 


75158. 180 


-3. 137 




ATOM 


1058 


1HB 


ALA A 


75156. 801 


-4. 796 




ATOM 


1059 


2HB 


ALA A 


75157. 215 


-5. 478 




ATOM 


1060 


3HB 


ALA A 


75155. 709 


-4. 583 




ATOM 


1061 


N 


LEU A 


76159. 091 


-4. 502 


10 


ATOM 


1062 


CA 


LEU A 


76159. 862 


-4. 764 




ATOM 


1063 


C 


LEU A 


76159. 161 


-5. 793 




ATOM 


1064 


0 


LEU A 


76158. 560 


-6. 745 




ATOM 


1065 


CB 


LEU A 


76161. 265 


-5. 256 




ATOM 


1066 


CG 


LEU A 


76162. 272 


-4. 153 


15 


ATOM 


1067 


CD1 


LEU A 


76163. 265 


-4. 636 




ATOM 


1068 


CD 2 LEU A 


76162. 999 


-3. 700 




ATOM 


1069 


H 


LEU A 


76159. 236 


-5. 064 




ATOM 


1070 


HA 


LEU A 


76159. 945 


-3. 836 




ATOM 


1071 


1HB 


LEU A 


76161. 185 


-5. 912 


20 


ATOM 


1072 


2HB 


LEU A 


76161. 650 


-5. 823 




ATOM 


1073 


HG 


LEU A 


76161. 745 


-3. 304 




ATOM 


1074 


1HD1 


LEU A 


76164. 124 


-5. 069 




ATOM 


1075 


2HD1 


LEU A 


76162. 795 


-5. 380 




ATOM 


1076 


3HD1 


LEU A 


76163. 582 


-3. 801 


25 


ATOM 


1077 


1HD2 


LEU A 


76162. 395 


-3. 926 




ATOM 


1078 


2HD2 LEU A 


76163. 945 


-4. 216 




ATOM 


1079 


3HD2 


LEU A 


76163. 173 


-2. 636 




ATOM 


1080 


N 


LYS A 


77159. 241 


-5. 595 




ATOM 


1081 


CA 


LYS A 


77158. 615 


-6. 506 
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8. 474 1. 00 0. 00 C 

7. 524 1. 00 0. 00 0 
10. 170 1. 00 0. 00 C 

9. 837 1. 00 0. 00 H 
10. 574 1. 00 0. 00 H 
11.238 1.00 0. 00 H 

9. 665 1. 00 0. 00 H 

9. 869 1. 00 0. 00 H 

8. 416 1. 00 0. 00 N 
7. 206 1. 00 0. 00 C 
6. 326 1. 00 0. 00 C 

6. 825 1. 00 0. 00 0 

7. 566 1. 00 0. 00 C 

7. 899 1. 00 0. 00 C 

8. 945 1. 00 0. 00 C 
6. 642 1. 00 0. 00 C 

9. 206 1. 00 0. 00 H 
6. 659 1. 00 0. 00 H 
8. 421 1. 00 0. 00 H 
6. 733 1. 00 0. 00 H 
8. 307 1. 00 0. 00 H 

8. 454 1. 00 0. 00 H 

9. 572 1. 00 0. 00 H 
9. 554 1. 00 0. 00 H 

5. 775 1. 00 0. 00 H 

6. 567 1. 00 0. 00 H 
6. 690 1. 00 0. 00 H 
5. 014 1. 00 0. 00 N 
4. 063 1. 00 0. 00 C 
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ATOM 


1082 


C 


LYS A 


77157. 102 


-6. 545 


ATOM 


1083 


0 


LYS A 


77156. 473 


-7. 591 


ATOM 


1084 


CB 


LYS A 


77159. 196 


-7. 914 


ATOM 


1085 


CG 


LYS A 


77160. 695 


-7. 980 


ATOM 


1086 


CD 


LYS A 


77161. 038 


-7. 712 


ATOM 


1087 


CE 


LYS A 


77162. 514 


-7. 398 


ATOM 


1088 


NZ 


LYS A 


77163. 360 


-8. 619 


ATOM 


1089 


H 


LYS A 


77159. 734 


-4. 817 


ATOM 


1090 


HA 


LYS A 


77158. 826 


-6. 143 


ATOM 


1091 


1HB 


LYS A 


77158. 998 


-8. 268 


ATOM 


1092 2HB 


LYS A 


77158. 709 


-8. 569 


ATOM 


1093 


1HG 


LYS A 


77161. 183 


-7. 239 


ATOM 


1094 


2HG 


LYS A 


77161. 050 


-8. 965 


ATOM 


1095 


1HD 


LYS A 


77160. 794 


-8. 586 


ATOM 


1096 


2HD 


LYS A 


77160. 456 


-6. 871 


ATOM 


1097 


1HE 


LYS A 


77162. 662 


-6. 956 


ATOM 


1098 


2HE 


LYS A 


77162. 813 


-6. 693 


ATOM 


1099 


1HZ 


LYS A 


77162. 813 


-9.459 


ATOM 


1100 


2HZ 


LYS A 


77163. 682 


-8. 743 


ATOM 


1101 


3HZ 


LYS A 


77164. 191 


-8. 536 


ATOM 


1102 


N 


LYS A 


78156. 526 


-5. 398 


ATOM 


1103 


CA 


LYS A 


78155. 087 


-5. 300 


ATOM 


1104 


C 


LYS A 


78154. 565 


-3. 928 


ATOM 


1105 


0 


LYS A 


78153. 672 


-3. 373 


ATOM 


1106 


CB 


LYS A 


78154. 754 


-5. 564 


ATOM 


1107 


CG 


LYS A 


78155. 276 


-6. 897 


ATOM 


1108 


CD 


LYS A 


78155. 037 


-7. 051 


ATOM 


1109 


CE 


LYS A 


78153. 738 


-7. 786 


ATOM 


1110 


NZ 


LYS A 


78153. 489 


-7. 930 
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4. 261 1. 00 0. 00 C 

4. 107 1. 00 0. 00 0 

4. 213 1. 00 0. 00 C 

3. 971 1. 00 0. 00 C 
2. 515 1. 00 0. 00 C 
2. 339 1. 00 0. 00 C 

2. 449 1. 00 0. 00 N 

4. 677 1. 00 0. 00 H 

3. 069 1. 00 0. 00 H 

5. 213 1. 00 0. 00 H 

3. 505 1. 00 0. 00 H 

4. 587 1. 00 0. 00 H 
4. 240 1. 00 0. 00 H 
1.931 1.00 0. 00 H 

2. 167 1. 00 0. 00 H 

1. 364 1. 00 0. 00 H 

3. 101 1. 00 0. 00 H 

2. 167 1. 00 0. 00 H 

3. 430 1. 00 0. 00 H 
1. 831 1. 00 0. 00 H 

4. 602 1. 00 0. 00 N 
4. 821 1. 00 0. 00 C 

4. 407 1. 00 0. 00 C 

5. 047 1. 00 0. 00 0 

6. 291 1. 00 0. 00 C 
6. 803 1. 00 0. 00 C 
8. 296 1. 00 0. 00 C 
8. 580 1. 00 0. 00 C 

10. 040 1. 00 0. 00 N 
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ATOM 1111 H LYS A 78157. 081 -4.597 4.709 1.00 0. 00 H 

ATOM 1112 HA LYS A 78154.609 -6.053 4.212 1.00 0. 00 H 

ATOM 1113 1HB LYS A 78155.187 -4.778 6.892 1.00 0. 00 H 

ATOM 1114 2HB LYS A 78153.682 -5.551 6.413 1.00 0. 00 H 

5 ATOM 1115 1HG LYS A 78154.768 -7.695 6.283 1.00 0. 00 H 

ATOM 1116 2HG LYS A 78156.337 -6.956 6.609 1.00 0. 00 H 

ATOM 1117 1HD LYS A 78155.857 -7.608 8.726 1.00 0. 00 H 

ATOM 1118 2HD LYS A 78154.992 -6.070 8.746 1.00 0. 00 H 

ATOM 1119 1HE LYS A 78152.923 -7.233 8.138 1.00 0. 00 H 

10 ATOM 1120 2HE LYS A 78153.790 -8.768 8.132 1.00 0. 00 H 

ATOM 1121 1HZ LYS A 78152.472 -7.847 10.240 1.00 0. 00 H 

ATOM 1122 2HZ LYS A 78153.995 -7.189 10.566 1.00 0. 00 H 

ATOM 1123 3HZ LYS A 78153.820 -8.860 10.369 1.00 0. 00 H 

ATOM 1124 N ALA A 79155.130 -3.385 3.333 1.00 0. 00 N 

15 ATOM 1125 CA ALA A 79154.722 -2.078 2.834 1.00 0. 00 C 

ATOM 1126 C ALA A 79154.661 -2.066 1.311 1.00 0. 00 C 

ATOM 1127 0 ALA A 79155.692 -2.045 0.638 1.00 0.00 0 
ATOM 1128 CB ALA A 79155.673 -1.002 3.334 1.00 0. 00 C 
ATOM 1129 H ALA A 79155.838 -3.876 2.865 1.00 0. 00 H 
20 ATOM 1130 HA ALA A 79153.737 -1.864 3.225 1.00 0. 00 H 
ATOM 1131 1HB ALA A 79156.179 -1.352 4.222 1.00 0. 00 H 
ATOM 1132 2HB ALA A 79155.115 -0.107 3.567 1.00 0. 00 H 
ATOM 1133 3HB ALA A 79156.402 -0.782 2.568 1.00 0. 00 H 
ATOM 1134 N LEU A 80153.445 -2.077 0.772 1.00 0. 00 N 

25 ATOM 1135 CA LEU A 80153.250 -2.068 -0.674 1.00 0. 00 C 

ATOM 1136 C LEU A 80152.372 -0.893 -1.095 1.00 0. 00 C 

ATOM 1137 0 LEU A 80151.191 -0.835 -0.752 1.00 0.00 0 

ATOM 1138 CB LEU A 80152.617 -3.383 -1.131 1.00 0. 00 C 

ATOM 1139 CG LEU A 80152.301 -3.464 -2.626 1.00 0. 00 C 
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ATOM 


1140 


CD1 LEU A 


80153. 582 


-3. 431 




ATOM 


1141 


CD2 LEU A 


80151. 501 


-4. 721 




ATOM 


1142 


H LEU A 


A * mm. /> AAA 

80152. 662 


-2. 093 




ATOM 


1143 


HA LEU A 


80154. 218 


-1. 962 


5 


ATOM 


1144 


IHB LEU A 


80153. 294 


-4. 189 




ATOM 


1145 


2HB LEU A 


80151. 698 


-3. 526 




ATOM 


1146 


HG LEU A 


80151. 704 


-2. 608 




ATOM 


1147 


1HD1 LEU A 


80153. 460 


-4. 038 




ATOM 


1148 2HD1 LEU A 


80154. 399 


-3. 819 


10 


ATOM 


1149 


3HD1 LEU A 


80153. 799 


-2. 413 




ATOM 


1150 


1HD2 LEU A 


80151. 751 


-5. 074 




ATOM 


1151 


2HD2 LEU A 


80150. 446 


-4. 496 




ATOM 


1152 


3HD2 LEU A 


80151. 739 


-5. 485 




ATOM 


1153 


N PHE A 


81152. 956 


0. 039 


15 


ATOM 


1154 


CA PHE A 


81152. 227 


1. 212 




ATOM 


1155 


C PHE A 


81151. 468 


0. 904 




ATOM 


1156 


0 PHE A 


81151. 964 


0. 183 




ATOM 


1157 


CB PHE A 


81153. 188 


2. 379 




ATOM 


1158 


CG PHE A 


81153.792 


2. 916 


20 


ATOM 


1159 


CD1 PHE A 


81154. 989 


2. 410 




ATOM 


1160 


CD2 PHE A 


81153. 164 


3. 928 




ATOM 


1161 


CE1 PHE A 


81155. 547 


2. 902 




ATOM 


1162 


CE2 PHE A 


81153. 717 


4. 425 




ATOM 


1163 


CZ PHE A 


81154. 910 


3. 911 


25 


ATOM 


1164 


H PHE A 


81153. 900 


-0. 064 




ATOM 


1165 


HA PHE A 


81151.516 


1. 487 




ATOM 


1166 


IHB PHE A 


81153. 995 


2. 052 




ATOM 


1167 


2HB PHE A 


81152. 657 


3. 185 




ATOM 


1168 


HD1 PHE A 


81155. 488 


1. 622 
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3.445 1.00 0.00 C 

2. 933 1. 00 0. 00 C 

1. 360 1. 00 0. 00 H 

■1. 139 1. 00 0. 00 H 

•0. 883 1. 00 0. 00 H 

-0. 585 1. 00 0. 00 H 

-2. 907 1. 00 0. 00 H 

-4. 330 1. 00 0. 00 H 

-2. 852 1. 00 0. 00 H 

-3. 734 1. 00 0. 00 H 

-3. 924 1. 00 0. 00 H 

-2. 887 1. 00 0. 00 H 

-2. 209 1. 00 0. 00 H 

-1. 839 1. 00 0. 00 N 

-2. 307 1. 00 0. 00 C 

-3. 594 1. 00 0. 00 C 

-4. 460 1. 00 0. 00 0 

-2. 536 1. 00 0. 00 C 

-1. 270 1. 00 0. 00 C 

-0. 788 1. 00 0. 00 C 
-0. 561 1. 00 0. 00 C 
0. 377 1. 00 0. 00 C 

0. 603 1. 00 0. 00 C 

1. 073 1. 00 0. 00 C 
-2. 079 1. 00 0. 00 H 
-1. 543 1. 00 0. 00 H 
-3. 175 1. 00 0. 00 H 
-3. 020 1. 00 0. 00 H 
-1. 332 1. 00 0. 00 H 
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ATOM 1169 HD2 PHE A 81152.231 4.330 -0.928 1. 00 0. 00 H 

ATOM 1170 HE 1 PHE A 81156.480 2.499 0.742 1.00 0. 00 H 

ATOM 1171 HE2 PHE A 81153.216 5.213 1.146 1.00 0. 00 H 

ATOM 1172 HZ PHE A 81155.344 4.297 1.983 1.00 0. 00 H 

5 ATOM 1173 N VAL A 82150.265 1.454 -3.713 1.00 0. 00 N 

ATOM 1174 CA VAL' A 82149.439 1.238 -4.894 1.00 0. 00 C 

ATOM 1175 C VAL A 82148.475 2.400 -5.112 1.00 0. 00 C 

ATOM 1176 0 VAL A 82148.288 3.238 -4.230 1. 00 0.00 0 

ATOM 1177 CB VAL A 82148.632 -0.069 -4.784 1.00 0. 00 C 

10 ATOM 1178 CGI VAL A 82149.555 -1.276 -4.862 1.00 0. 00 C 

ATOM 1179 CG2 VAL A 82147.821 -0.090 -3.498 1.00 0. 00 C 

ATOM 1180 H VAL A 82149.925 2.020 -2.988 1.00 0. 00 H 

ATOM 1181 HA VAL A 82150.095 1.161 -5.750 1.00 0. 00 H 

ATOM 1182 HB VAL A 82147.946 -0.116 -5.618 1.00 0. 00 H 

15 ATOM 1183 1HG1 VAL A 82150.262 -1.240 -4.048 1.00 0. 00 H 

ATOM 1184 2HG1 VAL A 82150.086 -1.262 -5.802 1.00 0. 00 H 

ATOM 1185 3HG1 VAL A 82148.970 -2.181 -4.792 1.00 0. 00 H 

ATOM 1186 1HG2 VAL A 82147.469 0.907 -3.279 1.00 0. 00 H 

ATOM 1187 2HG2 VAL A 82148.442 -0.439 -2.686 1.00 0. 00 H 

20 ATOM 1188 3HG2 VAL A 82146.976 -0.752 -3.616 1.00 0. 00 H 

ATOM 1189 N LYS A 83147.867 2.443 -6.292 1.00 0. 00 N 

ATOM 1190 CA LYS A 83146.922 3.502 -6.627 1.00 0. 00 C 

ATOM 1191 C LYS A 83145.691 3.437 -5.732 1.00 0. 00 C 

ATOM 1192 0 LYS A 83145.092 2.376 -5.556 1.00 0.00 0 

25 ATOM 1193 CB LYS A 83146.505 3.398 -8.096 1.00 0. 00 C 

ATOM 1194 CG LYS A 83147.637 3.674 -9.071 1.00 0. 00 C 

ATOM 1195 CD LYS A 83147.323 3.133 -10.456 1.00 0. 00 C 

ATOM 1196 CE LYS A 83148.071 3.897 -11.536 1.00 0. 00 C 

ATOM 1197 NZ LYS A 83149.309 3.187 -11.962 1.00 0. 00 N 
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ATOM 


1198 


H 


LYS A 


83148. 058 


1. 747 


ATOM 


1199 


HA 


LYS A 


83147. 415 


4. 449 


ATOM 


1200 


1HB 


LYS A 


83146. 134 


2. 401 


ATOM 


1201 


2HB 


LYS A 


83145. 714 


4. 108 


ATOM 


1202 


1HG 


LYS A 


83147. 789 


4. 740 


ATOM 


1203 


2HG 


LYS A 


83148. 538 


3. 203 


ATOM 


1204 


1HD 


LYS A 


83147. 611 


2. 093 


ATOM 


1205 


2HD 


LYS A 


83146. 261 


3. 221 


ATOM 


1206 


1HE 


LYS A 


83147. 422 


4.015 


ATOM 


1207 


2HE 


LYS A 


83148. 339 


4. 871 


ATOM 


1208 


1HZ 


LYS A 


83149. 120 


2. 620 


ATOM 


1209 


2HZ 


LYS A 


83149. 638 


2. 556 


ATOM 


1210 


3HZ 


LYS A 


83150. 060 


3. 875 


ATOM 


1211 


N 


LEU A 


84145. 318 


4. 580 


ATOM 


1212 


CA 


LEU A 


84144. 158 


4. 661 


ATOM 


1213 


C 


LEU A 


84142. 865 


4. 491 


ATOM 


1214 


0 


LEU A 


84141. 879 


3.961 


ATOM 


1215 


CB 


LEU A 


84144. 151 


6. 002 


ATOM 


1216 


CG 


LEU A 


84142. 910 


6. 266 


ATOM 


1217 


CD1 


LEU A 


84142. 912 


5. 375 


ATOM 


1218 


CD2 


LEU A 


84142. 843 


7. 733 


ATOM 


1219 


H 


LEU A 


84145. 837 


5. 392 


ATOM 


1220 


HA 


LEU A 


84144. 233 


3. 863 


ATOM 


1221 


1HB 


LEU A 


84145. 020 


6. 041 


ATOM 


1222 


2HB 


LEU A 


84144. 229 


6. 791 


ATOM 


1223 


HG 


LEU A 


84142. 027 


6. 036 


ATOM 


1224 


1HD1 


LEU A 


84143. 333 


4. 414 


ATOM 


1225 


2HD1 


LEU A 


84141. 899 


5. 244 


ATOM 


1226 


3HD1 


LEU A 


84143. 505 


5. 835 
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-6. 955 1. 00 0. 00 H 

-6. 470 1. 00 0. 00 H 

-8. 281 1.00 0. 00 H 

-8. 285 1. 00 0. 00 H 

-9. 138 1. 00 0. 00 H 

-8. 705 1. 00 0. 00 H 

10. 500 1. 00 0. 00 H 

10. 634 1. 00 0. 00 H 
12. 391 1. 00 0. 00 H 

11. 150 1. 00 0. 00 H 

12. 814 1. 00 0. 00 H 

11. 205 1. 00 0. 00 H 

12. 176 1. 00 0. 00 H 
-5. 169 1. 00 0. 00 N 
-4. 291 1. 00 0. 00 C 
-5. 082 1. 00 0. 00 C 
-4. 572 1. 00 0. 00 0 
-3. 554 1. 00 0. 00 C 
-2. 698 1. 00 0. 00 C 
-1. 467 1. 00 0. 00 C 
-2. 298 1. 00 0. 00 C 
-5. 350 1. 00 0. 00 H 
-3. 568 1. 00 0. 00 H 
-2.914 1.00 0. 00 H 
-4. 287 1. 00 0. 00 H 
-3. 275 1. 00 0. 00 H 
-1. 719 1. 00 0. 00 H 
-1.115 1.00 0. 00 H 
-0. 689 1. 00 0. 00 H 



WO 2004/016781 




PCT/JP2003/010288 





ATOM 


1227 


1HD2 


LEU A 


84142. 606 


8. 332 


-3. 164 


1 A A 

1. 00 


A A A TT 

0. 00 H 




ATOM 


1228 


2HD2 


LEU A 


84143. 798 


O A A A 

8. 040 


■* n a n 

-1. 898 


1 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


1229 


3HD2 


LEU A 


f\ a -t a n Ann 

84142. 078 • 


7. 866 


-1. 547 


•i A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


1230 


N 


LYS A 


85142. 879 


4. 942 


-6. 332 


l. 00 


A A A \T 

0. 00 N 


5 


ATOM 


1231 


CA 


LYS A 


85141. 709 


4. 839 


-7. 195 


l. 00 


0. 00 C 




ATOM 


1232 


C 


LYS A 


85141. 357 


3. 378 


-7. 464 


l. 00 


0. 00 c 




ATOM 


1233 


0 


LYS A 


85140. 198 


3. 045 


-7. 713 


l. 00 


0. 00 0 




ATOM 


1234 


CB 


LYS A 


85141. 956 


5. 567 


-8. 517 


l. 00 


0. 00 c 




ATOM 


1235 


CG 


LYS A 


85143. 160 


5. 042 


-9. 284 


l. 00 


0. 00 c 


10 


ATOM 


1236 


CD 


LYS A 


85144. 320 


6. 026 


-9. 247 


l. 00 


0. 00 c 




ATOM 


1237 


CE 


LYS A 


85144. 051 


7. 236 


-10. 128 


l. 00 


0. 00 c 




ATOM 


1238 


NZ 


LYS A 


85144. 712 


7. 112 


-11. 457 


l. 00 


0. 00 N 




ATOM 


1239 


H 


LYS A 


85143. 696 


5. 354 


-6. 683 


l. 00 


0. 00 H 




ATOM 


1240 


HA 


LYS A 


85140. 880 


5. 308 


-6. 686 


l. 00 


0. 00 H 


15 


ATOM 


1241 


1HB 


LYS A 


85141. 083 


5. 459 


-9. 143 


l. 00 


0. 00 H 




ATOM 


1242 


2HB 


LYS A 


85142. 114 


6. 616 


-8. 313 


l. 00 


0. 00 H 




ATOM 


1243 


1HG 


LYS A 


85143. 479 


4. Ill 


-8. 842 


l. 00 


0. 00 H 




ATOM 


1244 


2HG 


LYS A 


85142. 875 


4. 876 


-10. 312 


l. 00 


0. 00 H 




ATOM 


1245 


1HD 


LYS A 


85144. 464 


6. 360 


-8. 231 


l. 00 


0. 00 H 


20 


ATOM 


1246 


2HD 


LYS A 


85145. 212 


5. 528 


-9. 596 


l. 00 


0. 00 H 




ATOM 


1247 


1HE 


LYS A 


85142. 985 


7. 331 


-10. 273 


l. 00 


0. 00 H 




ATOM 


1248 


2HE 


LYS A 


85144. 426 


8. 119 


-9. 630 


l. 00 


0. 00 H 




ATOM 


1249 


1HZ 


LYS A 


85145. 717 


6. 869 


-11. 335 


l. 00 


0. 00 H 




ATOM 


1250 


2HZ 


LYS A 


85144. 645 


8. 011 


-11. 975 


l. 00 


0. 00 H 


25 


ATOM 


1251 


3HZ 


LYS A 


85144. 251 


6. 367 


-12. 017 


l. 00 


0. 00 H 




ATOM 


1252 


N 


SER A 


86142. 363 


2. 511 


-7.412 


l. 00 


0. 00 N 




ATOM 


1253 


CA 


SER A 


86142. 158 


1. 087 


-7. 651 


l. 00 


0. 00 C 




ATOM 


1254 


C 


SER A 


86142. 188 


0. 306 


-6. 341 


l. 00 


0.00 C 




ATOM 


1255 


0 


SER A 


86142. 608 


-0. 850 


-6. 306 


l. 00 


0. 00 0 



WO 2004/016781 PCT/JP2003/010288 

™ 451 

ATOM 1256 CB SERA 86143.227 0.549 -8.603 1.00 0. 00 C 

ATOM 1257 OG SERA 86143.165 1.200 -9.861 1. 00 0. 00 0 

ATOM 1258 H SERA 86143.265 2.837 -7.209 1.00 0. 00 H 

ATOM 1259 HA SERA 86141.187 0.965 -8.107 1.00 0. 00 H 

ATOM 1260 1HB SER A 86144. 204 0. 714 -8. 176 1. 00 0. 00 H 

ATOM 1261 2HB SERA 86143.073 -0.510 -8.752 1.00 0. 00 H 

ATOM 1262 HG SERA 86142.249 1.269 -10.141 1.00 0. 00 H 

ATOM 1263 N CYS A 87141. 740 0. 946 -5. 266 1. 00 0. 00 N 

ATOM 1264 CA CYS A 87141.714 0.312 -3.953 1.00 0. 00 C 

ATOM 1265 C CYS A 87140.288 -0.056 -3.555 1.00 0. 00 C 

ATOM 1266 0 CYS A 87139.363 0.738 -3.721 1.00 0.00 0 

ATOM 1267 CB CYS A 87142.326 1.241 -2.903 1.00 0. 00 C 

ATOM 1268 SG CYS A 87144.133 1.202 -2.848 1.00 0. 00 S 

ATOM 1269 H CYS A 87141.417 1.868 -5.358 1.00 0. 00 H 

ATOM 1270 HA CYS A 87142.303 -0.591 -4.011 1.00 0. 00 H 

ATOM 1271 1HB CYS A 87142.027 2.256 -3.113 1.00 0. 00 H 

ATOM 1272 2HB CYS A 87141.961 0.958 -1.927 1.00 0. 00 H 

ATOM 1273 HG CYS A 87144.438 0.603 -3.533 1.00 0. 00 H 

ATOM 1274 N ARG A 88140.119 -1.265 -3.030 1.00 0. 00 N 

I ATOM 1275 CA ARG A 88138.806 -1.737 -2.610 1.00 0. 00 C 

ATOM 1276 C ARG A 88138. 683 -1. 722 -1. 085 1. 00 0. 00 C 

ATOM 1277 0 ARG A 88139.522 -2.287 -0.385 1.00 0.00 0 

ATOM 1278 CB ARG A 88138. 558 -3. 152 -3. 140 1. 00 0. 00 C 

ATOM 1279 CG ARG A 88137.514 -3.212 -4.244 1.00 0. 00 C 

5 ATOM 1280 CD ARG A 88136.107 -3.286 -3.675 1.00 0. 00 C 

ATOM 1281 NE ARG A 88135. 160 -3.860 -4.628 1.00 0. 00 N 

ATOM 1282 CZ ARG A 88133.845 -3.915 -4.425 1.00 0. 00 C 

ATOM 1283 NH1 ARG A 88133.319 -3.434 -3.305 1.00 0. 00 N 

ATOM 1284 NH2 ARG A 88133. 055 -4. 454 -5. 343 1. 00 0. 00 N 



WO 2004/016781 



452 





ATOM 


1285 


H 


ARG A 


88140. 895 


-1. 853 




ATOM 


1286 


HA 


ARG A 


88138. 067 


-1. 072 




ATOM 


1287 


1HB 


ARG A 


88139. 485 


-3. 544 




ATOM 


1288 


2HB 


ARG A 


88138. 226 


-3. 779 


5 


ATOM 


1289 


1HG 


ARG A 


88137. 598 


-2. 327 




ATOM 


1290 


2HG 


ARG A 


88137. 695 


-4. 089 




ATOM 


1291 


1HD 


ARG A 


88136. 123 


-3. 898 




ATOM 


1292 2HD 


ARG A 


88135. 784 


-2. 288 




ATOM 


1293 


HE 


ARG A 


88135. 522 


-4. 222 


10 


ATOM 


1294 


1HH1 


ARG A 


88133. 909 


-3. 027 




ATOM 


1295 


2HH1 


ARG A 


88132. 330 


-3. 480 




ATOM 


1296 


1HH2 ARG A 


88133. 446 


-4. 818 




ATOM 


1297 


2HH2 ARG A 


88132. 067 


-4. 496 




ATOM 


1298 


N 


PRO A 


89137. 633 


-1. 072 


15 


ATOM 


1299 


CA 


PRO A 


89137. 417 


-0. 994 




ATOM 


1300 


C 


PRO A 


89137. 404 


-2. 369 




ATOM 


1301 


0 


PRO A 


89136. 670 


-3. 264 




ATOM 


1302 


CB 


PRO A 


89136. 041 


-0. 332 




ATOM 


1303 


CG 


PRO A 


89135. 870 


0. 429 


20 


ATOM 


1304 


CD 


PRO A 


89136. 580 


-0. 368 




ATOM 


1305 


HA 


PRO A 


89138. 161 


-0. 375 




ATOM 


1306 


1HB 


PRO A 


89135. 282 


-1. 091 




ATOM 


1307 


2HB 


PRO A 


89136. 031 


0. 326 




ATOM 


1308 


1HG 


PRO A 


89134. 819 


0. 515 


25 


ATOM 


1309 


2HG 


PRO A 


89136. 316 


1. 408 




ATOM 


1310 


1HD 


PRO A 


89135. 902 


-1. 070 




ATOM 


1311 


2HD 


PRO A 


89137. Oil 


0. 289 




ATOM 


1312 


N 


ASP A 


90138. 220 


-2. 533 




ATOM 


1313 


CA 


ASP A 


90138. 302 


-3. 801 



PCT/JP2003/010288 

2. 924 1. 00 0. 00 H 

3. 029. 1. 00 0. 00 H 
3. 530 1. 00 0. 00 H 
•2. 326 1. 00 0. 00 H 
•4. 856 1. 00 0. 00 H 
-4. 849 1. 00 0. 00 H 
-2. 786 1. 00 0. 00 H 
-3.417 LOO 0.00 H 
-5. 463 1. 00 0. 00 H 
-2. 609 1. 00 0. 00 H 
-3. 158 1. 00 0. 00 H 
-6. 189 1. 00 0. 00 H 
-5. 191 1. 00 0. 00 H 
-0. 548 1. 00 0. 00 N 

0. 901 1. 00 0. 00 C 

1. 559 1. 00 0. 00 C 
1. 136 1. 00 0. 00 0 
1. 024 1. 00 0. 00 C 

-0. 245 1. 00 0. 00 C 

-1. 303 1. 00 0. 00 C 

1. 379 1. 00 0. 00 H 

1. 136 1. 00 0. 00 H 

1. 881 1. 00 0. 00 H 
-0. 482 1. 00 0. 00 H 
-0. 150 1. 00 0. 00 H 
-1. 765 1. 00 0. 00 H 
-2. 044 1. 00 0. 00 H 

2. 594 1. 00 0. 00 N 

3. 309 1.00 0.00 C 
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A TAlf 

ATOM 


13 14 


c 




A t r\\ f 

ATOM 


13 15 


0 




ATOM 


13 16 


/IT* 

CB 




ATOM 


1317 


CG 


5 


ATOM 


1318 


0D1 




ATOM 


1319 


0D2 




ATOM 


1320 


H 




ATOM 


1321 


HA 




ATOM 


1322 


1HB 


10 


ATOM 


1323 


2HB 




ATOM 


1324 


N 




ATOM 


1325 


CA 




ATOM 


1326 


C 




ATOM 


1327 


0 


15 


ATOM 


1328 


CB 




ATOM 


1329 


OG 




ATOM 


1330 


H 




ATOM 


1331 


HA 




ATOM 


1332 


1HB 


20 


ATOM 


1333 


2HB 




ATOM 


1334 


HG 




ATOM 


1335 


N 




ATOM 


1336 


CA 




ATOM 


1337 


c 


25 


ATOM 


1338 


0 




ATOM 


1339 


CB 




ATOM 


1340 


CG 




ATOM 


1341 


CD 




ATOM 


1342 


NE 



453 

ASP A 90137. 533 -3.735 

ASP A 90138. Oil -3. 166 

ASP A 90139. 763 -4. 165 

ASP A 90139. 987 -5.664 

ASP A 90140.017 -6.226 

ASP A 90140. 130 -6. 275 

ASP A 90138. 781 -1.783 

ASP A 90137. 860 -4. 562 

ASP A 90140.381 -3.751 

ASP A 90140. 063 -3. 746 

SER A 91136. 339 -4. 319 

SER A 91135. 506 -4. 326 

SER A 91135. 639 -5. 649 

SER A 91134. 700 -6. 099 

SER A 91134. 042 -4.084 

SER A 91133. 352 -3.424 

SERA 91136.012 -4.757 

SERA 91135.842 -3.527 

SER A 91133.994 -3.472 

SERA 91133. 560 -5.032 

SERA 91133.254 -4.021 

ARG A 92136. 812 -6. 266 

ARG A 92137.067 -7.537 

ARG A 92137. 066 -7. 367 

ARG A 92136.736 -8.295 

ARG A 92138.406 -8.118 

ARG A 92138. 307 -8. 944 

ARG A 92137. 309 -10. 081 

ARG A 92136.010 -9.750 



PCT/JP2003/0 10288 

4. 624 1. 00 0. 00 C 

5. 606 1. 00 0. 00 0 
3. 578 1. 00 0. 00 C 

3. 624 1. 00 0. 00 C 

4. 739 1. 00 0. 00 0 
2. 544 1. 00 0. 00 0 
2. 885 1. 00 0. 00 H 
2. 685 1. 00 0. 00 H 

2. 796 1. 00 0. 00 H 
4. 527 1. 00 0. 00 H 

4. 637 1. 00 0. 00 N 

5. 834 1. 00 0. 00 C 

6. 582 1. 00 0. 00 C 

7. 237 1. 00 0. 00 0 

5. 463 1. 00 0. 00 C 

6. 510 1. 00 0. 00 0 

3. 824 1. 00 0. 00 H 

6. 476 1. 00 0. 00 H 

4. 575 1. 00 0. 00 H 

5. 272 1. 00 0. 00 H 

7. 255 1. 00 0. 00 H 

6. 479 1. 00 0. 00 N 

7. 147 1. 00 0. 00 C 

8. 663 1. 00 0. 00 C 

9. 401 1. 00 0. 00 0 
6. 689 1. 00 0. 00 C 
5-417 1. 00 0. 00 C 
5. 568 1. 00 0. 00 C 
4. 987 1. 00 0. 00 N 



WO 2004/016781 






ATOM 


1343 


CZ 


ARG A 


92134. 911 - 


-10. 481 




ATOM 


1344 


NH1 


ARG A 


92134. 949 - 


-11. 582 




ATOM 


1345 


NH2 ARG A 


92133. 771 - 


-10. 109 




ATOM 


1346 


rr 
H 


ADP A 

AKu A 


92137. 522 


-5. 857 


5 


ATOM 


1347 


n a 
HA 


ARG A 


92136. 276 


-8. 219 




ATOM 


1348 


1 TIT) 

1HB 


A T) f* A 

ARG A 


92139. 095 


-7. 305 




ATOM 


1349 


OUT) 


ARG A 


92138. 800 


-8. 748 




ATOM 


1350 


i tit* 

1HG 


A T> n A 

ARG A 


92137. 988 


-8. 305 




ATOM 


1351 


2HG 


ARG A 


92139. 279 


-9. 357 


10 


ATOM 


1352 


1HD 


ARG A 


92137. 701 


-10. 956 




ATOM 


1353 


2HD 


ARG A 


92137. 180 


-10. 293 




ATOM 


1354 


HE 


ARG A 


92135. 953 


-8. 941 




ATOM 


1355 


1HH1 


ARG A 


92135. 807 


-ll. 868 




ATOM 


1356 


2HH1 


ARG A 


92134. 121 


-12. 127 


15 


ATOM 


1357 


1HH2 


ARG A 


92133. 736 


-9. 280 




ATOM 


1358 2HH2 ARG A 


92132. 945 


-10. 658 




ATOM 


1359 


N 


PHE A 


93137. 439 


-6. 176 




ATOM 


1360 


CA 


PHE A 


93137. 481 


-5. 887 




ATOM 


1361 


C 


PHE A 


93136. 780 


-4. 569 


20 


ATOM 


1362 


0 


PHE A 


93137. 137 


-3. 875 




ATOM 


1363 


CB 


PHE A 


93138. 930 


-5. 835 




ATOM 


1364 


CG 


PHE A 


93139. 691 


-7. 106 




ATOM 


1365 


CD1 


PHE A 


93140. 083 


-7. 907 




ATOM 


1366 


CD2 PHE A 


93140. 013 


-7. 503 


25 


ATOM 


1367 


CE1 


PHE A 


93140. 783 


-9. 078 




ATOM 


1368 


CE2 PHE A 


93140. 713 


-8. 673 




ATOM 


1369 


CZ 


PHE A 


93141. 098 


-9. 462 




ATOM 


1370 


H 


PHE A 


93137. 693 


-5. 476 




ATOM 


1371 


HA 


PHE A 


93136.968 


-6. 685 



PCT/JP2003/010288 

5. 164 1. 00 0. 00 C 

5. 903 1. 00 0. 00 N 

4. 598 1. 00 0. 00 N 

5. 942 1. 00 0. 00 H 

6. 873 1. 00 0. 00 H 

6. 511 1. 00 0. 00 H 

7. 472 1. 00 0. 00 H 

4. 607 1. 00 0. 00 H 

5. 191 1. 00 0. 00 H 

5. 072 1. 00 0. 00 H 

6. 619 1. 00 0. 00 H 
4. 437 1. 00 0. 00 H 
6. 332 1. 00 0. 00 H 
6. 032 1. 00 0. 00 H 
4. 040 1. 00 0. 00 H 
4. 730 1. 00 0. 00 H 

9. 122 1. 00 0. 00 N 
10. 550 1. 00 0. 00 C 

10. 863 1. 00 0. 00 C 

11. 815 1. 00 0. 00 0 
11. 037 1. 00 0. 00 C 

10. 797 1. 00 0. 00 C 

11. 858 1. 00 0. 00 C 
9. 508 1. 00 0. 00 C 

11. 639 1. 00 0. 00 C 

9. 283 1. 00 0. 00 C 

10. 350 1. 00 0. 00 C 
8. 484 1. 00 ' 0. 00 H 

11. 065 1. 00 0. 00 H 



WO 2004/016781 PCT/JP2003/010288 

455 ^ 

ATOM 1372 1HB PHE A 93139.446 -5.036 10.524 1.00 0. 00 H 

ATOM 1373 2HB PHE A 93138.938 -5.637 12.100 1.00 0. 00 H 

ATOM 1374 HD1 PHE A 93139.836 -7.607 12.866 1.00 0. 00 H 

ATOM 1375 HD2 PHE A 93139.713 -6.887 8.674 1.00 0. 00 H 

5 ATOM 1376 HE 1 PHE A 93141.083 -9.693 12.475 1.00 0. 00 H 

ATOM 1377 HE2 PHE A 93140.959 -8.971 8.275 1.00 0. 00 H 

ATOM 1378 HZ PHE A 93141.645 -10.376 10.176 1.00.0. 00 H 

ATOM 1379 N ALA A 94135.778 -4.230 10.057 1.00 0. 00 N 

ATOM 1380 CA ALA A 94135. 027 -2. 996 10. 252 1. 00 0. 00 C 

10 ATOM 1381 C ALA A 94133.691 -3.270 10.933 1.00 0. 00 C 

ATOM 1382 0 ALA A 94132.872 -4.038 10.431 1.00 Q. 00 0 

ATOM 1383 CB ALA A 94134.809 -2.296 8.918 1.00 0. 00 C 

ATOM 1384 H ALA A 94135.538 -4.825 9.315 1.00 0. 00 H 

ATOM 1385 HA ALA A 94135. 614 -2. 345 10. 882 1. 00 0. 00 H 

15 ATOM 1386 1HB ALA A 94134.850 -3.021 8.120 1.00 0. 00 H 

ATOM 1387 2HB ALA A 94135.580 -1.554 8.772 1.00 0. 00 H 

ATOM 1388 3HB ALA A 94133.842 -1.815 8.918 1.00 0. 00 H 

ATOM 1389 N SERA 95133.478 -2.635 12.081 1.00 0. 00 N 

ATOM 1390 CA SERA 95132.240 -2.810 12.832 1.00 0. 00 C 

20 ATOM 1391 C SERA 95131.059 -2.200 12.085 1.00 0. 00 C 

ATOM 1392 0 SERA 95131.135 -1.074 11.594 1.00 0.00 0 

ATOM 1393 CB SERA 95132.365 -2.173 14.217 1.00 0. 00 C 

ATOM 1394 OG SERA 95131.405 -2.708 15.114 1.00 0.00 0 
ATOM 1395 H SERA 95134.169 -2.034 12.431 1.00 0. 00 H 
25 ATOM 1396 HA SERA 95132.070 -3.870 12.947 1.00 0. 00 H 
ATOM 1397 1HB SERA 95133.352 -2.365 14.611 1.00 0. 00 H 
ATOM 1398 2HB SERA 95132.210 -1.108 14.137 1.00 0. 00 H 
ATOM 1399 HG SERA 95130.544 -2.721 14.690 1.00 0. 00 H 
ATOM 1400 N LEU A 96129.965 -2.952 12.003 1.00 0. 00 N 



WO 2004/016781 




ATOM 


1401 


t\ A 

CA 


LEU 


ATOM 


1402 


C 


LEU 


A T AH f 

ATOM 


■f A f\ O 

1403 


0 


LEU 


ATOM 


1404 


CB 


LEU 


ATOM 


1405 


CG 


LEU 


ATOM 


1406 


CD1 


LEU 


ATOM 


1407 


CD 2 


LEU 


ATOM 


1408 


H 


LEU 


ATOM 


1409 


HA 


LEU 


ATOM 


1410 


1HB 


LEU 


ATOM 


1411 


2HB 


LEU 


ATOM 


1412 


HG 


LEU 


ATOM 


1413 


1HD1 


LEU 


ATOM 


1414 2HD1 


LEU 


ATOM 


1415 


3HD1 


LEU 


ATOM 


1416 


1HD2 


LEU 


ATOM 


1417 


2HD2 LEU 


ATOM 


1418 3HD2 


LEU 


ATOM 


1419 


N 


GLN 


ATOM 


1420 


CA 


GLN 


ATOM 


1421 


C 


GLN 


ATOM 


1422 


0 


GLN 


ATOM 


1423 


CB 


GLN 


ATOM 


1424 


CG 


GLN 


ATOM 


1425 


CD 


GLN 


ATOM 


1426 


0E1 


GLN 


ATOM 


1427 


NE2 


GLN 


ATOM 


1428 


H 


GLN 


ATOM 


1429 


HA 


GLN 







456 


A 


96128. 767 


-2. 486 


A 


96127. 508 


-2. 961 


A 


96127. 307 


-4. 159 


A 


96128. 759 


-2.981 


A 


96129. 541 


-2. 112 


A 


96129. 667 


-2. 811 


A 


96128. 869 


-0. 757 


A 


96129. 965 


-3. 841 


A 


96128. 783 


-1. 407 


A 


96129. 176 


-3. 978 


A 


96127. 733 


-3. 033 


A 


96130. 537 


-1. 949 


A 


96128. 875 


-2. 478 


A 


96129. 590 


-3. 880 


A 


96130. 623 


-2. 574 


A 


96128. 830 


-0. 257 


A 


96127. 866 


-0. 895 


A 


96129. 435 


-0. 156 


A 


97126. 665 


-2.011 


A 


97125. 425 


-2. 332 


A 


97124. 243 


-2. 354 


A 


97123. 755 


-1. 304 


A 


97125. 167 


-1. 315 


A 


97125. 424 


-1. 863 


A 


97124. 146 


-2. 256 


A 


97123. 962 


-1. 951 


A 


97123. 255 


-2. 938 


A 


97126. 881 


-1. 073 


A 


97125. 537 


-3. 311 
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11. 316 1. 00 0. 00 C 

12. 035 1. 00 0. 00 C 
12. 230 1. 00 0. 00 0 

9. 868 1. 00 0. 00 C 

8. 882 1. 00 0. 00 C 

7. 537 1. 00 0. 00 C 

8. 719 1. 00 0. 00 C 
12.415 1.00 0.00 H 
11.317 1.00 0.00 H 

9. 849 1. 00 0. 00 H 
9. 534 1. 00 0. 00 H 
9. 267 1. 00 0. 00 H 

6. 882 1. 00 0. 00 H 

7. 679 1. 00 0. 00 H 

7. 096 1. 00 0. 00 H 
9. 676 1. 00 0. 00 H 

8. 344 1. 00 0. 00 H 
8. 022 1. 00 0. 00 H 

12. 428 1. 00 0. 00 N 

13. 127 1. 00 0. 00 C 
12. 156 1. 00 0. 00 C 

11. 739 1. 00 0. 00 0 

14. 240 1. 00 0. 00 C 

15. 634 1. 00 0. 00 C 

16. 350 1. 00 0. 00 C 

17. 528 1. 00 0. 00 0 
15. 639 1. 00 0. 00 N 

12. 244 1. 00 0. 00 H 

13. 565 1. 00 0. 00 H 
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ATOM 1430 1HB GLN A 97125.810 -0.461 14.089 1.00 0. 00 H 

ATOM 1431 2HB GLN A 97124.138 -0.993 14.187 1.00 0. 00 H 

ATOM 1432 1HG GLN A 97126.055 -2.735 15.554 1.00 0. 00 H 

ATOM 1433 2HG GLN A 97125.928 -1.107 16.218 1.00 0. 00 H 

ATOM 1434 1HE2 GLN A 97123.470 -3.146 14.705 1.00 0. 00 H 

ATOM 1435 2HE2 GLN A 97122.420 -3.205 16.076 1.00 0. 00 H 

ATOM 1436 N PROA 98123.766 -3.555 11.782 1.00 0. 00 N 

ATOM 1437 CA PROA 98122.638 -3.700 10.858 1.00 0. 00 C 

ATOM 1438 C PROA 98121.303 -3.372 11.518 1.00 0. 00 C 

ATOM 1439 0 PROA 98121.041 -3.783 12.649 1.00 0.00 0 

ATOM 1440 CB PROA 98122.694 -5.176 10.467 1.00 0. 00 C 

ATOM 1441 CG PROA 98123.315 -5.851 11.641 1.00 0. 00 C 

ATOM 1442 CD PROA 98124.286 -4.863 12.229 1.00 0. 00 C 

ATOM 1443 HA PROA 98122.765 -3.085 9.979 1.00 0. 00 H 

ATOM 1444 1HB PROA 98121.694 -5.541 10.282 1.00 0. 00 H 

ATOM 1445 2HB PROA 98123.298 -5.295 9.581 1.00 0. 00 H 

ATOM 1446 1HG PROA 98122.553 -6.103 12.364 1.00 0. 00 H 

ATOM 1447 2HG PROA 98123.834 -6.741 11.320 1.00 0. 00 H 

ATOM 1448 1HD PROA 98124.284 -4.928 13.307 1.00 0. 00 H 

I ATOM 1449 2HD PRO A . 98125. 279 -5.033 11.841 1.00 0. 00 H 

ATOM 1450 N SERA 99120.462 -2.631 10.804 1.00 0. 00 N 

ATOM 1451 CA SERA 99119.153 -2.249 11.322 1.00 0. 00 C 

ATOM 1452 C SERA 99118.076 -3.219 10.847 1.00 0. 00 C 

ATOM 1453 0 SERA 99117.225 -3.649 11.627 1.00 0.00 0 

i ATOM 1454 CB SERA 99118.803 -0.826 10.882 1.00 0. 00 C 

ATOM 1455 OG SERA 99117.906 -0.216 11.794 1.00 0.00 0 

ATOM 1456 H SERA 99120.727 -2.335 9.909 1.00 0. 00 H 

ATOM 1457 HA SERA 99119.200 -2.282 12.399 1.00 0. 00 H 

ATOM 1458 1HB SERA 99119.705 -0.235 10.834 1.00 0. 00 H 
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ATOM 


1459 


2HB 


SERA 99118.341 


-0. 857 




ATOM 


1460 


HG 


SER A 99117. 119 


0. 070 




ATOM 


1461 


N 


GLY A 100118. 117 


-3. 561 




ATOM 


1462 


CA 


GLY A 100117. 140 


-4. 477 


5 


ATOM 


1463 


C 


GLY A 100117. 762 


-5. 478 




ATOM 


1464 


0 


GLY A 100118. 930 


-5. 840 




ATOM 


1465 


H 


GLY A 100118. 819 


-3. 187 




ATOM 


1466 


1HA 


GLY A 100116. 667 


-5. 015 




ATOM 


1467 


2HA 


GLY A 100116. 390 


-3. 909 


10 


ATOM 


1468 


N 


PRO A 101117. 001 


-5. 947 




ATOM 


1469 


CA 


PRO A 101117. 498 


-6. 916 




ATOM 


1470 


C 


PRO A 101118. 546 


-6. 311 




ATOM 


1471 


0 


PRO A 101119.493 


-6. 984 




ATOM 


1472 


CB 


PRO A 101116. 244 


-7. 303 


15 


ATOM 


1473 


CG 


PRO A 101115. 329 


-6. 138 




ATOM 


1474 


CD 


PRO A 101115. 598 


-5. 570 




ATOM 


1475 


HA 


PRO A 101117. 909 


-7. 791 




ATOM 


1476 


1HB 


PRO A 101116. 503 


-7. 474 




ATOM 


1477 


2KB 


PRO A 101115. 813 


-8. 199 


20 


ATOM 


1478 


1HG 


PRO A 101115. 545 


-5. 402 




ATOM 


1479 


2HG 


PRO A 101114. 302 


-6. 465 




ATOM 


1480 


1HD 


PRO A 101115.482 


-4. 497 




ATOM 


1481 


2HD 


PRO A 101114. 940 


-6. 018 




ATOM 


1482 


N 


SER A 102118. 367 


-5. 037 


25 


ATOM 


1483 


CA 


SER A 102119. 297 


-4. 341 




ATOM 


1484 


C 


SER A 102118. 912 


-2. 873 




ATOM 


1485 


0 


SER A 102119. 748 


-1. 983 




ATOM 


1486 


CB 


SER A 102119. 328 


-5.012 




ATOM 


1487 


OG 


SER A 102118. 028 


-5. 404 
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9. 907 1. 00 0. 00 H 

11. 326 1. 00 0. 00 H 

9. 563 1. 00 0. 00 N 

9. 006 1. 00 0. 00 C 

8. 050 1. 00 0. 00 C 

8. 200 1. 00 0. 00 0 

8. 988 1. 00 0. 00 H 

9. 815 1. 00 0. 00 H 
8. 478 1. 00 0. 00 H 
7. 047 1. 00 0. 00 N 
6. 065 1. 00 0. 00 C 
5. 135 1. 00 0. 00 C 

4. 730 1. 00 0. 00 0 

5. 277 1. 00 0. 00 C 

5. 425 1. 00 0. 00 C 

6. 791 1. 00 0. 00 C 
6. 546 1. 00 0. 00 H 

4. 243 1. 00 0. 00 H 

5. 699 1. 00 0. 00 H 

4. 664 1. 00 0. 00 H 

5. 351 1. 00 0. 00 H 

6. 784 1. 00 0. 00 H 

7. 522 1. 00 0. 00 H 
4. 801 1. 00 0. 00 N 
3.919 1.00 0. 00 C 
3. 773 1. 00 0. 00 C 
3.931 1.00 0. 00 0 
2. 544 1. 00 0. 00 C 
2. 138 1. 00 0. 00 0 
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ATOM 


1488 


H 




ATOM 


1489 


HA 




ATOM 


1490 


1HB 




ATOM 


1491 


2HB 


5 


ATOM 


1492 


HG 




ATOM 


1493 


N 




ATOM 


1494 


CA 




ATOM 


1495 


C 




ATOM 


1496 


0 


10 


ATOM 


1497 


CB 




ATOM 


1498 


OG 




ATOM 


1499 


H 




ATOM 


1500 


HA 




ATOM 


1501 


1HB 


15 


ATOM 


1502 


2HB 




ATOM 


1503 


HG 




ATOM 


1504 


N 




ATOM 


1505 


CA 




ATOM 


1506 


C 


20 


ATOM 


1507 


0 




ATOM 


1508 


OXT 




ATOM 


1509 


H 




ATOM 


1510 


1HA 




ATOM 


1511 


2HA 


25 


TER 


1512 


GLY 



ENDMDL 



459 

SER A 102117. 592 -4. 554 

SER A 102120.281 -4.401 

SER A 102119.724 -4.319 

SER A 102119. 958 -5. 888 

SER A 102117. 584 -4. 662 

SER A 103117. 641 -2. 626 

SER A 103117. 145 -1. 265 

SER A 103115. 622 -1. 246 

SER A 103114. 978 -2. 295 

SER A 103117. 729 -0. 639 

SER A 103118. 925 0. 066 

SER A 103117. 022 -3. 378 

SER A 103117. 465 -0. 689 

SER A 103117. 946 -1.417 

SER A 103117. Oil 0. 048 

SER A 103119. 621 -0. 234 

GLY A 104115. 049 -0. 046 

GLY A 104113. 605 0.086 

GLY A 104113. 168 1.467 

GLY A 104112. 708 2. 251 

GLY A 104113. 285 1. 764 

GLY A 104115.612 0.755 

GLY A 104113. 216 -0. 645 

GLY A 104113. 196 -0. 108 
A 104 
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5. 156 1. 00 0. 00 H 

4. 361 1. 00 0. 00 H 

1. 817 1. 00 0. 00 H 

2. 587 1. 00 0. 00 H 

1. 720 1. 00 0. 00 H 

3. 472 1. 00 0. 00 N 
3. 305 1. 00 0. 00 C 
3. 240 1. 00 0. 00 C 
3. 195 1. 00 0. 00 0 

2. 037 1. 00 0. 00 C 

2. 321 1. 00 0. 00 0 

3. 359 1. 00 0. 00 H 

4. 160 1. 00 0. 00 H 
1.321 1.00 0. 00 H 
1. 615 1. 00 0. 00 H 

1. 732 1. 00 0. 00 H 
3. 236 1. 00 0. 00 N 
3. 176 1. 00 0. 00 C 

2. 728 1. 00 0. 00 C 

3. 585 1. 00 0. 00 0 

1. 521 1. 00 0. 00 0 

3. 273 1. 00 0. 00 H 

2. 484 1. 00 0. 00 H 

4. 157 1. 00 0. 00 H 



iL^mmmmm 9 

ATOM 1 N GLY A 1127.996 -5.495 4.967 1.00 0. 00 N 
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ATOM 2 CA GLY A 1127.436 -4.222 5.499 1.00 0. 00 C 

ATOM 3 C GLY A 1127.407 -3.121 4.459 1.00 0. 00 C 

ATOM 4 0 GLY A 1126.530 -2.258 4.483 1.00 0.00 0 

ATOM 5 1H GLY A 1129.036 -5.459 4.975 1.00 0. 00 H 

5 ATOM 6 2H GLY A 1127.674 -5.646 3.989 1.00 0. 00 H 

ATOM 7 3H GLY A 1127.683 -6.296 5.551 1.00 0. 00 H 

ATOM 8 1HA GLY A 1126.428 -4.402 5.845 1.00 0. 00 H 

ATOM 9 2HA GLY A 1128.040 -3.898 6. 334 1.00 0. 00 H 

ATOM10 N SERA 2128.369 -3.150 3.543 1.00 0. 00 N 

10 AT0M11 CA SERA 2128.452 -2.145 2.488 1.00 0. 00 C 

AT0M12 C SERA 2127.262 -2.254 1.539 1.00 0. 00 C 

AT0M13 0 SERA 2126.460 -1.327 1.425 1.00 0.00 0 

AT0M14 CB SERA 2129.758 -2.301 1.707 1.00 0. 00 C 

AT0M15 OG SERA 2130.194 -3.649 1.704 1.00 0.00 0 

15 AT0M16 H SERA 2129.040 -3.863 3.576 1.00 0. 00 H 

AT0M17 HA SERA 2128.436 -1.172 2.956 1.00 0. 00 H 

ATOM 18 1HB SERA 2129.604 -1.984 0.686 1.00 0. 00 H 

ATOM 19 2HB SERA 2130.522 -1.688 2.163 1.00 0. 00 H 

ATOM20 HG SERA 2130.040 -4.034 0.839 1.00 0. 00 H 

20 AT0M21 N SERA 3127.155 -3.392 0.861 1.00 0. 00 N 

ATOM22 CA SERA 3126.063 -3.622 -0.079 1.00 0. 00 C 

ATOM23 C SER A 3124. 712 -3. 534 0. 624 1. 00 0. 00 C 

AT0M24 0 SERA 3124.618 -3.732 1.836 1.00 0.00 0 

ATOM25 CB SERA 3126.216 -4.989 -0.747 1.00 0. 00 C 

25 ATOM26 OG SERA 3126.958 -4.889 -1.950 1.00 0.00 0 

AT0M27 H SER A 3127. 825 -4. 094 0. 995 1. 00 0. 00 H 

AT0M28 HA SERA 3126.111 -2.853 -0.836 1.00 0. 00 H 

AT0M29 1HB SERA 3126.733 -5.659 -0.076 1.00 0. 00 H 

AT0M30 2HB SERA 3125.239 -5.388 -0.972 1.00 0. 00 H 
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AT0M31 


HG 


SER A 


3127. 724 


-4. 327 




AT0M32 


N 


GLY A 


4123. 668 


-3. 236 




AT0M33 


CA 


GLY A 


4122. 338 


-3. 127 




AT0M34 


C 


GLY A 


4122. 252 


-2. 063 


5 


ATOM35 


0 


GLY A 


4123. 271 


-1. 522 




AT0M36 


H 


GLY A 


4123. 804 


-3. 088 




AT0M37 


1HA 


GLY A 


4121. 641 


-2. 885 




AT0M38 


2HA 


GLY A 


4122. 062 


-4. 080 




AT0M39 


N 


SER A 


5121.032 


-1. 761 


10 


AT0M40 


CA 


SER A 


5120. 812 


-0. 752 




AT0M41 


C 


SER A 


5121. Ill 


0. 647 




AT0M42 


0 


SER A 


5120. 218 


1.488 




AT0M43 


CB 


SER A 


5121. 680 


-1.042 




AT0M44 


OG 


SER A 


5120. 979 


-0. 763 


15 


AT0M45 


H 


SER A 


5120. 260 


-2. 229 




AT0M46 


HA 


SER A 


5119. 773 


-0. 799 




AT0M47 


1HB 


SER A 


5121. 964 


-2. 085 




AT0M48 


2HB 


SER A 


5122. 568 


-0. 428 




AT0M49 


HG 


SER A 


5120. 189 


-1. 306 


20 


AT0M50 


N 


SER A 


6122. 373 


0. 889 




AT0M51 


CA 


SER A 


6122. 793 


2. 186 




ATOM52 


C 


SER A 


6122. 700 


3. 261 




AT0M53 


0 


SER A 


6121. 654 


3. 883 




AT0M54 


CB 


SER A 


6121. 937 


2. 580 


25 


ATOM55 


OG 


SER A 


6121. 576 


1. 443 




AT0M56 


H 


SER A 


6123. 040 


0. 178 




AT0M57 


HA 


SER A 


6123.822 


2. 098 




ATOM58 


1HB 


SER A 


6121.038 


3.068 




ATOM59 


2HB 


SER A 


6122. 497 


3.259 
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1. 809 1. 00 0. 00 H 

0. 143 1. 00 0. 00 N 

0. 425 1. 00 0. 00 C 

1. 500 1. 00 0. 00 C 
1. 928 1. 00 0. 00 0 
•1. 103 1. 00 0. 00 H 
•0. 364 1. 00 0. 00 H 

0. 853 1. 00 0. 00 H 

1. 938 1. 00 0. 00 N 
2.971 1.00 0. 00 C 
2.440 1.00 0.00 C 

2. 344 1. 00 0. 00 0 

4. 198 1. 00 0. 00 C 

5. 397 1. 00 0. 00 0 

1. 555 1. 00 0. 00 H 

3. 259 1. 00 0. 00 H 

4. 197 1. 00 0. 00 H 

4. 162 1. 00 0. 00 H 

5. 440 1. 00 0. 00 H 

2. 097 1. 00 0. 00 N 

1. 576 1. 00 0. 00 C 

2. 653 1. 00 0. 00 C 
2. 837 1. 00 0. 00 0 

0. 369 1. 00 0. 00 C 
-0. 394 1. 00 0. 00 0 

2. 198 1. 00 0. 00 H 

1. 262 1. 00 0. 00 H 
0.713 1.00 0. 00 H 

-0. 259 1. 00 0. 00 H 
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AT0M89 C ALA A 9128. 306 7. 864 0. 241 1. 00 0. 00 C 

ATOM90 0 ALA A 9127.411 8.683 0.450 1.00 0.00 0 

AT0M91 CB ALA A 9127.166 5.710 -0.321 1.00 0. 00 C 

AT0M92 H ALA A 9127.007 6.917 2.347 1.00 0. 00 H 

5 AT0M93 HA ALA A 9129.088 5.903 0.558 1.00 0. 00 H 

AT0M94 1HB ALA A 9126.500 6.444 -0.753 1.00 0. 00 H 

AT0M95 2HB ALA A 9126. 588 4. 976 0. 222 1. 00 0. 00 H 

AT0M96 3HB ALA A 9127.721 5.222 -1.107 1.00 0. 00 H 

AT0M97 N MET A 10129. 464 8. 186 -0. 326 1. 00 0. 00 N 

10 AT0M98 CA MET A 10129.755 9.553 -0.746 1.00 0. 00 C 

AT0M99 C MET A 10130.359 9.575 -2.148 1.00 0. 00 C 

ATOM 100 0 MET A 10131.577 9.500 -2.309 1.00 0.00 0 

ATOM 101 CB MET A 10130.713 10.218 0.244 1.00 0. 00 C 

ATOM 102 CG MET A 10130.546 11.726 0.332 1.00 0. 00 C 

15 ATOM 103 SD MET A 10132.032 12.556 0.926 1.00 0. 00 S 

ATOM 104 CE MET A 10132.482 11.502 2.302 1.00 0. 00 C 

ATOM 105 H MET A 10130.137 7.489 -0.466 1.00 0. 00 H 

ATOM 106 HA MET A 10128.826 10.101 -0.756 1.00 0. 00 H 

ATOM 107 1HB MET A 10130.546 9.801 1.225 1.00 0. 00 H 

20 ATOM 108 2HB MET A 10131.728 10.008 -0.059 1.00 0. 00 H 

ATOM 109 1HG MET A 10130.307 12.107 -0.649 1.00 0. 00 H 

ATOM 110 2HG MET A 10129.733 11.945 1.009 1.00 0. 00 H 

ATOM 111 1HE MET A 10131.660 10.838 2.531 1.00 0. 00 H 

ATOM 112 2HE MET A 10132.704 12.111 3.166 1.00 0. 00 H 

25 ATOM 113 3HE MET A 10133.353 10.919 2. 040 1.00 0. 00 H 

ATOM 114 N PRO A 11129.510 9.679 -3.186 1.00 0. 00 N 

ATOM 115 CA PRO A 11129.968 9.712 -4.578 1.00 0. 00 C 

ATOM 116 C PROA 11130.980 10.829 -4.830 1.00 0. 00 C 

ATOM 117 0 PRO A 11132.013 10.604 -5.461 1.00 0.00 0 



WO 2004/016781 
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ATOM 


118 


CB 


PRO A 


11128. 690 


9. 958 


-5. 383 


1. 00 


0. 00 C 




ATOM 


119 


CG 


PRO A 


11127. 575 


9. 536 


-4. 490 


1. 00 


0. 00 C 




ATOM 


120 


CD 


PRO A 


11128. 044 


9. 776 


-3. 082 


1. 00 


0. 00 C 




ATOM 


121 


HA 


PRO A 


11130. 404 


8. 768 


-4. 869 


1. 00 


0. 00 H 


5 


ATOM 


122 


1HB 


PRO A 


11128. 619 


11. 004 


-5. 640 


1. 00 


0. 00 H 




ATOM 


123 


2HB 


PRO A 


11128. 714 


9. 365 


-6. 286 


1. 00 


0. 00 H 




ATOM 


124 


1HG 


PRO A 


11126. 699 


10. 131 


-4. 695 


1. 00 


0. 00 H 




ATOM 


125 


2HG 


PRO A 


11127. 361 


8. 488 


-4. 639 


1. 00 


0. 00 H 




ATOM 


126 


1HD 


PRO A 


11127. 745 


10. 759 


-2. 747 


1. 00 


0. 00 H 


10 


ATOM 


127 


2HD 


PRO A 


11127. 654 


9. 016 


-2. 420 


1. 00 


0. 00 H 




ATOM 


128 


N 


PRO A 


12130. 705 


12. 051 


-4. 336 


1. 00 


0. 00 N 




ATOM 


129 


CA 


PRO A 


12131. 611 


13. 191 


-4. 516 


1. 00 


0. 00 C 




ATOM 


130 


C 


PRO A 


12132. 995 


12. 918 


-3. 938 


1. 00 


0. 00 C 




ATOM 


131 


0 


PRO A 


12133. 971 


13. 573 


-4. 303 


1. 00 


0. 00 0 


15 


ATOM 


132 


CB 


PRO A 


12130. 928 


14. 329 


-3. 749 


1. 00 


0. 00 C 




ATOM 


133 


CG 


PRO A 


12129. 499 


13. 920 


-3. 643 


1. 00 


0. 00 C 




ATOM 


134 


CD 


PRO A 


12129. 506 


12. 421 


-3. 563 


1. 00 


0. 00 C 




ATOM 


135 


HA 


PRO A 


12131. 705 


13. 460 


-5. 558 


1. 00 


0. 00 H 




ATOM 


136 


1HB 


PRO A 


12131. 382 


14. 431 


-2. 775 


1. 00 


0. 00 H 


20 


ATOM 


137 


2HB 


PRO A 


12131. 033 


15. 251 


-4. 300 


1. 00 


0. 00 H 




ATOM 


138 


1HG 


PRO A 


12129. 061 


14. 342 


-2. 750 


1. 00 


0. 00 H 




ATOM 


139 


2HG 


PRO A 


12128. 957 


14. 246 


-4. 519 


1. 00 


0. 00 H 




ATOM 


140 


1HD 


PRO A 


12129. 593 


12. 098 


-2. 536 


1. 00 


0. 00 H 




ATOM 


141 


2HD 


PRO A 


12128. 615 


12. 015 


-4. 013 


1. 00 


0. 00 H 


25 


ATOM 


142 


N 


GLY A 


13133. 070 


11. 946 


-3. 033 


1. 00 


0. 00 N 




ATOM 


143 


CA 


GLY A 


13134. 339 


11. 603 


-2.418 


1. 00 


0. 00 C 




ATOM 


144 


C 


GLY A 


13135. 224 


10. 780 


-3. 333 


1. 00 


0. 00 C 




ATOM 


145 


0 


GLY A 


13135. 246 


10. 995 


-4. 545 


1. 00 


0. 00 0 




ATOM 


146 


H 


GLY A 


13132. 258 


11. 458 


-2. 781 


1. 00 


0. 00 H 
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ATOM 


147 


1HA 


GLY A 




ATOM 


148 


2HA 


GLY A 




ATOM 


149 


N 


ASN A 




ATOM 


150 


CA 


ASN A 


5 


ATOM 


151 


C 


ASN A 




ATOM 


152 


0 


ASN A 




ATOM 


153 


CB 


ASN A 




ATOM 


154 


CG 


ASN A 




ATOM 


155 


0D1 


ASN A 


10 


ATOM 


156 


ND2 


ASN A 




ATOM 


157 


H 


ASN A 




ATOM 


158 


HA 


ASN A 




ATOM 


159 


1HB 


ASN A 




ATOM 


160 


2HB 


ASN A 


15 


ATOM 


161 


1HD2 


ASN A 




ATOM 


162 


2HD2 


ASN A 




ATOM 


163 


N 


SER A 




ATOM 


164 


CA 


SER A 




ATOM 


165 


C 


SER A 


20 


ATOM 


166 


0 


SER A 




ATOM 


167 


CB 


SER A 




ATOM 


168 


OG 


SER A 




ATOM 


169 


H 


SER A 




ATOM 


170 


HA 


SER A 


25 


ATOM 


171 


1HB 


SER A 




ATOM 


172 


2HB 


SER A 




ATOM 


173 


HG 


SER A 




ATOM 


174 


N 


HIS A 




ATOM 


175 


CA 


HIS A 



465 

13134.858 12.515 

13134.149 11.040 

14135. 956 9. 835 

14136. 846 8. 976 
14136.100 7.759 
14136. 231 7. 404 

14138. 027 8. 525 
14138.857 9.692 
14138.854 10.769 

14139. 573 9. 481 
14135.895 9.712 
14137.220 9.551 
14137.653 7.982 
14138.663 7.876 
14139. 527 8. 597 
14140.120 10.217 
15135.315 7.125 
15134.547 5.947 
15133.644 5.488 
15132.494 5.108 
15135.486 4.812 
15136.245 4.351 
15135.251 7.455 
15133.930 6.217 
15134.904 3.989 
15136. 162 5. 168 
15137.0.23 4.903 
16134.175 5.525 
16133.417 5.111 




PCT/JP2003/010288 



-2. 158 1. 00 0. 00 H 

-1.517 1.00 0. 00 H 

-2. 753 1. 00 0. 00 N 

-3. 524 1. 00 0. 00 C 

-4. 061 1. 00 0. 00 C 

-5. 232 1. 00 0. 00 0 

-2. 662 1. 00 0. 00 C 

-2. 162 1. 00 0. 00 C 

-2. 756 1. 00 0. 00 0 

-1. 064 1. 00 0. 00 N 

-1. 782 1. 00 0. 00 H 

-4. 358 1. 00 0. 00 H 

-1. 806 1. 00 0. 00 H 

-3. 245 1. 00 0. 00 H 

-0. 644 1. 00 0. 00 H 

-0. 719 1. 00 0. 00 H 

-3. 196 1. 00 0. 00 N 

-3. 583 1. 00 0. 00 C 

-2. 442 1. 00 0. 00 C 

-2. 662 1. 00 0. 00 0 

-3. 996 1. 00 0. 00 C 

-2. 892 1. 00 0. 00 0 

-2. 275 1. 00 0. 00 H 

-4. 427 1. 00 0. 00 H 

-4. 385 1. 00 0. 00 H 

-4. 759 1. 00 0. 00 H 

-2. 786 1. 00 0. 00 H 

-1. 224 1. 00 0. 00 N 

-0. 049 1. 00 0. 00 C 
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ATOM 


176 


C 


HIS A 


16133. 979 


5. 757 


ATOM 


177 


0 


HIS A 


16133. 236 


6. 307 


ATOM 


178 


CB 


HIS A 


16133. 435 


3. 586 


ATOM 


179 


CG 


HIS A 


16132. 079 


2. 962 


ATOM 


180 


ND1 


HIS A 


16131. 135 


3. 053 


ATOM 


181 


CD 2 


HIS A 


16131. 507 


2. 232 


ATOM 


182 


CE1 


HIS A 


16130. 042 


2. 407 


ATOM 


183 


NE2 


HIS A 


16130. 242 


1. 900 


ATOM 


184 


H 


HIS A 


16135. 097 


5. 836 


ATOM 


185 


HA 


HIS A 


16132. 397 


5. 439 


ATOM 


186 


1HB 


HIS A 


16134. 049 


3. 170 


ATOM 


187 


2HB 


HIS A 


16133. 858 


3. 320 


ATOM 


188 


HD1 


HIS A 


16131. 249 


3. 521 


ATOM 


189 


HD2 


HIS A 


16131. 962 


1. 962 


ATOM 


190 


HE1 


HIS A 


16129. 139 


2. 311 


ATOM 


191 


HE 2 


HIS A 


16129. 625 


1. 303 


ATOM 


192 


N 


GLY A 


17135. 297 


5. 683 


ATOM 


193 


CA 


GLY A 


17135. 936 


6. 264 


ATOM 


194 


C 


GLY A 


17137. 228 


5. 562 


ATOM 


195 


0 


GLY A 


17137. 354 


5. 004 


ATOM 


196 


H 


GLY A 


17135. 839 


5. 232 


ATOM 


197 


1HA 


GLY A 


17136. 149 


7. 304 


ATOM 


198 


2HA 


GLY A 


17135. 257 


6. 203 


ATOM 


199 


N 


LEU A 


18138. 193 


5. 587 


ATOM 


200 


CA 


LEU A 


18139. 483 


4. 948 


ATOM 


201 


C 


LEU A 


18140. 546 


5. 982 


ATOM 


202 


0 


LEU A 


18140. 944 


6. 792 


ATOM 


203 


CB 


LEU A 


18139.915 


4. 162 


ATOM 


204 


CG 


LEU A 


18138. 847 


3. 235 
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1. 214 1. 00 0. 00 C 

2. 026 1. 00 0. 00 0 
0. 086 1. 00 0. 00 C 
0. 010 1. 00 0. 00 C 
0. 991 1. 00 0. 00 N 
0. 998 1. 00 0. 00 C 

0. 624 1.00 0.00 C 
■0. 578 1. 00 0. 00 N 

1. 113 1.00 0.00 H 
•0. 181 1. 00 0. 00 H 
■0. 699 1. 00 0. 00 H 
1. 044 1. 00 0. 00 H 
1. 845 1. 00 0. 00 H 

-1. 940 1. 00 0. 00 H 

1. 208 1. 00 0. 00 H 

-1. 049 1. 00 0. 00 H 

1. 373 1.00 0. 00 N 

2. 539 1.00 0. 00 C 

2. 903 1. 00 0. 00 C 

3. 994 1. 00 0. 00 0 

0. 693 1. 00 0. 00 H 

2. 339 1.00 0. 00 H 

3. 377 1. 00 0. 00 H 

1. 989 1. 00 0. 00 N 

2. 219 1.00 0. 00 C 
2.577 1.00 0.00 C 
1.741 1.00 0.00 0 
0.980 1.00 0.00 C 
0.396 1.00 0.00 C 
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ATOM 205 CD1 LEU 

ATOM 206 CD2 LEU 

ATOM 207 H LEU 

ATOM 208 HA LEU 

ATOM 209 1HB LEU 

ATOM 210 2HB LEU 

ATOM 211 HG LEU 

ATOM 212 1HD1 LEU 

ATOM 213 2HD1 LEU 

ATOM 214 3HD1 LEU 

ATOM 215 1HD2 LEU 

ATOM 216 2HD2 LEU 

ATOM 217 3HD2 LEU 

ATOM 218 N GLU 

ATOM 219 CA GLU 

ATOM 220 C GLU 

ATOM 221 0 GLU 

ATOM 222 CB GLU 

ATOM 223 CG GLU 

ATOM 224 CD GLU 

ATOM 225 0E1 GLU 

ATOM 226 0E2 GLU 

ATOM 227 H GLU 

ATOM 228 HA GLU 

ATOM 229 1HB GLU 

ATOM 230 2HB GLU 

ATOM 231 1HG GLU 

ATOM 232 2HG GLU 

ATOM 233 N VAL 



467 



A 


18139. 067 


3. 043 


A 


18138. 857 


1. 894 


A 


18138. 033 


6. 049 


A 


18139. 370 


4. 264 


A 


18140. 207 


4. 868 


A 


18140. 775 


3. 563 


A 


18137. 875 


3. 684 


A 


18138. Ill 


2. 991 


A 


18139. 612 


2. 126 


A 


18139. 632 


3. 876 


A 


18137. 880 


1. 440 


A 


18139. 107 


2. 045 


A 


18139. 590 


1. 246 


A 


19141. 003 


5. 945 


A 


19142. 020 


6. 879 


A 


19143. 006 


6. 186 


A 


19142. 874 


4. 996 


A 


19141. 365 


8. 062 


A 


19140. 356 


7. 647 


A 


19140. 441 


8. 499 


A 


19139. 379 


8. 824 


A 


19141. 570 


8. 843 


A 


19140. 647 


5. 276 


A 


19142. 556 


7. 246 


A 


19142. 135 


8. 649 


A 


19140. 856 


8.674 


A 


19139. 363 


7. 738 


A 


19140. 540 


6. 618 


A 


20143. 994 


6. 939 
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-1. 097 1. 00 0. 00 C 

1. 114 1.00 0.00 C 

1. 139 1. 00 0. 00 H 

3. 047 1. 00 0. 00 H 

0. 216 1. 00 0. 00 H 

1. 240 1. 00 0. 00 H 

0. 534 1. 00 0. 00 H 
-1. 597 1. 00 0. 00 H 
-1. 266 1. 00 0. 00 H 
-1. 488 1. 00 0. 00 H 

1. 041 1. 00 0. 00 H 

2. 154 1. 00 0. 00 H 
0. 658 1. 00 0. 00 H 

3. 825 1. 00 0. 00 N 

4. 293 1. 00 0. 00 C 

5. 228 1. 00 0. 00 C 

5. 513 1. 00 0. 00 0 
5.010 1.00 0.00 C 

6. 069 1. 00 0. 00 C 

7. 320 1. 00 0. 00 C 
7. 891 1. 00 0. 00 0 
7. 730 1. 00 0. 00 0 

4. 445 1. 00 0. 00 H 

3. 431 1. 00 0. 00 H 

5. 487 1. 00 0. 00 H 

4. 280 1. 00 0. 00 H 

5. 657 1. 00 0. 00 H 

6. 340 1. 00 0. 00 H 
5. 702 1. 00 0. 00 N 



WO 2004/016781 
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ATOM 


234 


CA 


VAL A 


20145. 003 


6. 398 


6. 605 


1. 00 


0.00 C 




ATOM 


235 


C 


VAL A 


20144. 363 


5. 835 


7. 870 


1. 00 


0.00 C 




ATOM 


236 


0 


VAL A 


20143. 408 


6. 402 


8. 400 


1. 00 


0.00 0 




ATOM 


237 


CB 


VAL A 


20146. 035 


7. 470 


7. 000 


1. 00 


0.00 C 


5 


ATOM 


238 


CGI 


VAL A 


20147. 175 


6. 849 


7. 793 


1. 00 


0. 00 C 




ATOM 


239 


CG2 VAL A 


20146. 563 


8. 184 


5. 765 


1. 00 


0. 00 c 




ATOM 


240 


H 


VAL A 


20144. 045 


7. 882 


5. 438 


1. 00 


0.00 H 




ATOM 


241 


HA 


VAL A 


20145.520 


5. 603 


6. 089 


1. 00 


0.00 H 




ATOM 


242 


HB 


VAL A 


20145. 546 


8. 199 


7. 628 


1. 00 


0.00 H 


10 


ATOM 


243 


1HG1 


VAL A 


20146. 826 


6. 589 


8. 781 


1. 00 


0. 00 H 




ATOM 


244 


2HG1 


VAL A 


20147.987 


7. 558 


7. 873 


1. 00 


0.00 H 




ATOM 


245 


3HG1 


VAL A 


20147. 523 


5. 960 


7. 289 


1. 00 


0.00 H 




ATOM 


246 


1HG2 


VAL A 


20145. 905 


9. 001 


5. 513 


1. 00 


0.00 H 




ATOM 


247 


2HG2 


VAL A 


20146. 608 


7. 489 


4. 939 


1. 00 


0. 00 H 


15 


ATOM 


248 


3HG2 


VAL A 


20147. 552 


8. 568 


5. 965 


1. 00 


0. 00 H 




ATOM 


249 


N 


GLY A 


21144. 897 


4. 714 


8. 348 


1. 00 


0. 00 N 




ATOM 


250 


CA 


GLY A 


21144.365 


4. 094 


9. 547 


1. 00 


0. 00 C 




ATOM 


251 


C 


GLY A 


21143. 362 


2. 999 


9. 237 


1. 00 


0.00 C 




ATOM 


252 


0 


GLY A 


21143.332 


1. 968 


9. 909 


1.00 


0. 00 0 


20 


ATOM 


253 


H 


GLY A 


21145.657 


4. 307 


7. 882 


1. 00 


0. 00 H 




ATOM 


254 


1HA 


GLY A 


21145. 181 


3. 670 


10. Ill 


1. 00 


0. 00 H 




ATOM 


255 


2HA 


GLY A 


21143. 881 


4. 850 


10. 147 


1. 00 


0. 00 H 




ATOM 


256 


N 


SER A 


22142. 540 


3. 222 


8. 216 


1. 00 


0. 00 N 




ATOM 


257 


CA 


SER A 


22141. 533 


2. 247 


7. 819 


1. 00 


0. 00 C 


25 


ATOM 


258 


C 


SER A 


22142. 140 


1. 169 


6. 927 


1. 00 


0. 00 C 




ATOM 


259 


0 


SER A 


22143. 184 


1. 377 


6. 308 


1. 00 


0. 00 0 




ATOM 


260 


CB 


SER A 


22140. 381 


2. 940 


7. 088 


1. 00 


0.00 C 




ATOM 


261 


OG 


SER A 


22139. 915 


4. 061 


7. 820 


1. 00 


0. 00 0 




ATOM 


262 


H 


SER A 


22142. 615 


4. 063 


7. 719 


1. 00 


0. 00 H 
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A TA1I 

ATOM 


263 


TT A 

HA 


SER 


A 




ATOM 


264 


1HB 


SER 


A 




ATOM 


265 


2HB 


SER 


A 




ATOM 


266 


HG 


SER 


A 


5 


ATOM 


267 


N 


LEU 


A 




ATOM 


268 


CA 


LEU 


A 




ATOM 


269 


C 


LEU 


A 




ATOM 


270 


0 


LEU 


A 




ATOM 


271 


CB 


LEU 


A 


10 


ATOM 


272 


CG 


LEU 


A 




ATOM 


273 


CD1 


LEU 


A 




ATOM 


274 


CD2 


LEU 


A 




ATOM 


275 


H 


LEU 


A 




ATOM 


276 


HA 


LEU 


A 


15 


ATOM 


277 


1HB 


LEU 


A 




ATOM 


278 


2HB 


LEU 


A 




ATOM 


279 


HG 


LEU 


A 




ATOM 


280 


1HD1 


LEU 


A 




ATOM 


281 


2HD1 


LEU 


A 


20 


ATOM 


282 


3HD1 


LEU 


A 




ATOM 


283 


1HD2 


LEU 


A 




ATOM 


284 


2HD2 


LEU 


A 




ATOM 


285 


3HD2 


LEU 


A 




ATOM 


c% o o 

286 


N 


ALA 


A 


25 


ATOM 


287 


n a 

CA 


ALA 


A 




ATOM 


288 


C 


ALA 


A 




ATOM 


289 


0 


ALA 


A 




ATOM 


290 


CB 


ALA 


A 




ATOM 


291 


H 


ALA 


A 



469 

22141.150 1.782 

22140.722 3.275 

22139.566 2.244 

22139.825 3.824 

23141.480 0.017 

23141.956 -1.095 

23141.365 -1.033 

23140.256 -0.536 

23141.597 -2.428 

23142.398 -2.764 

23141.572 -3.626 

23143.697 -3.466 

23140.655 -0.089 

23143.031 -1.017 

23140.549 -2.406 

23141.755 -3.216 

23142.646 -1.848 

23141.798 -4.668 

23140.522 -3.451 

23141.811 -3.372 

23144.307 -3.580 

23144.230 -2.877 

23143.475 -4.439 

24142.112 -1.543 

24141.663 -1.547 

24142.247 -2.733 

24143.268 -3.294 

24142. 041 -0. 242 

24142. 987 -1. 926 
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8. 716 1. 00 0. 00 H 

6. 120 1. 00 0. 00 H 

6. 962 1. 00 0. 00 H 

8. 746 1. 00 0. 00 H 

6. 867 1. 00 0. 00 N 

6. 052 1. 00 0. 00 C 

4. 648 1. 00 0. 00 C 
4.451 1.00 0.00 O 

6. 711 1. 00 0. 00 C 

7. 970 1. 00 0. 00 C 

8. 913 1. 00 0. 00 C 
7. 602 1. 00 0. 00 C 

7. 384 1. 00 0. 00 H 

5. 981 1. 00 0. 00 H 

6. 971 1. 00 0. 00 H 

5. 990 1. 00 0. 00 H 

8. 485 1. 00 0. 00 H 
8. 739 1. 00 0. 00 H 

8. 734 1. 00 0. 00 H 

9. 935 1. 00 0. 00 H 
8. 485 1. 00 0. 00 H 

6. 870 1. 00 0. 00 H 

7. 190 1. 00 0. 00 H 
3. 674 1. 00 0. 00 N 

2. 287 1. 00 0. 00 C 
1. 526 1. 00 0. 00 C 
1. 920 1. 00 0. 00 0 
1. 605 1. 00 0. 00 C 

3. 894 1. 00 0. 00 H 
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2. 286 1. 00 0. 00 H 

1. 488 1. 00 0. 00 H 

2.210 1.00 0.00 H 

0. 635 1. 00 0. 00 H 

0. 432 1. 00 0. 00 N 

0. 385 1. 00 0. 00 C 

■1. 808 1. 00 0. 00 C 

•2. 321 1. 00 0. 00 0 

0. 407 1. 00 0. 00 C 

•0. 879 1. 00 0. 00 C 

•1. 711 1. 00 0.00 C 

•2. 463 1. 00 0. 00 0 

•1. 611 1. 00 0. 00 0 

0.169 1.00 0. 00 H 

0. 058 1. 00 0. 00 H 

0. 590 1. 00 0. 00 H 

-1. 068 1. 00 0. 00 H 

-1. 476 1. 00 0. 00 H 

-0. 013 1. 00 0. 00 H 

-2. 442 1. 00 0. 00 N 

-3. 805 1. 00 0. 00 C 

-4. 777 1. 00 0. 00 C 

-4. 414 1. 00 0. 00 0 

-3. 909 1. 00 0. 00 C 

-5. 284 1. 00 0. 00 C 

-2. 814 1. 00 0. 00 C 

-1. 979 1. 00 0. 00 H 

-4. 086 1. 00 0. 00 H 

-3. 776 1. 00 0. 00 H 
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1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 N 

1. 00 0. 00 C 

1. 00 0. 00 c 

1. 00 0. 00 0 

1. 00 0. 00 c 

1. 00 0. 00 c 

1. 00° 0. 00 c 

1. 00 0. 00 c 

1. 00 0. 00 N 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 N 
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-7. 955 1. 00 0. 00 C 

-8. 080 1. 00 0. 00 C 

-7. 844 1. 00 0. 00 0 

-7. 180 1. 00 0. 00 C 

-8. 060 1. 00 0. 00 C 

-7. 433 1. 00 0. 00 C 

-6. 944 1. 00 0. 00 0 

-7. 431 1. 00 0. 00 0 

-6. 429 1. 00 0. 00 H 

-8. 945 1. 00 0. 00 H 

-6. 441 1. 00 0. 00 H 

-6. 678 1. 00 0. 00 H 

-8. 233 1. 00 0. 00 H 

-9. 003 1. 00 0. 00 H 

-8. 453 1. 00 0. 00 N 

-8. 608 1. 00 0. 00 C 

-7. 247 1. 00 0. 00 C 

-6. 920 1. 00 0. 00 0 

-9. 448 1. 00 0. 00 C 

10. 898 1. 00 0. 00 C 

11. 316 1. 00 0. 00 0 
11. 674 1. 00 0. 00 N 
-8. 626 1. 00 0. 00 H 
-9. 121 1. 00 0. 00 H 
-9. 413 1. 00 0. 00 H 
-9. 037 1. 00 0. 00 H 
11. 273 1. 00 0. 00 H 
12.616 1.00 0.00 H 
-6. 434 1. 00 0. 00 N 
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ATOM 379 CA PROA 30148.120 -12.289 -5.105 1.00 0. 00 C 

ATOM 380 C PROA 30147. 205 -11. 646 -4.063 1.00 0. 00 C 

ATOM 381 0 PROA 30147.389 -10.485 -3.701 1.00 0.00 0 

ATOM 382 CB PROA 30149.583 -11.995 -4.782 1.00 0. 00 C 

ATOM 383 CG PRO A 30149.872 -10.721 -5.497 1.00 0. 00 C 

ATOM 384 CD PROA 30149.028 -10.735 -6.746 1.00 0. 00 C 

ATOM 385 HA PROA 30147.959 -13.357 -5.123 1.00 0. 00 H 

ATOM 386 1HB PROA 30149.705 -11.890 -3.714 1.00 0. 00 H 

ATOM 387 2HB PROA 30150.205 -12.800 -5.145 1.00 0. 00 H 

ATOM 388 1HG PROA 30149.602 -9.881 -4.872 1.00 0. 00 H 

ATOM 389 2HG PRO A 30150. 920 -10. 674 -5. 754 1. 00 0. 00 H 

ATOM 390 1HD PROA 30148.621 -9.752 -6.936 1.00 0. 00 H 

ATOM 391 2HD PROA 30149.612 -11.070 -7.590 1.00 0. 00 H 

ATOM 392 N PROA 31146.201 -12.393 -3.566 1. 00 0. 00 N 

15 ATOM 393 CA PROA 31145.261 -11.880 -2.562 1.00 0. 00 C 

ATOM 394 C PROA 31145.954 -11.524 -1.252 1.00 0. 00 C 

ATOM 395 0 PROA 31146.396 -12.403 -0.513 1.00 0.00 0 

ATOM 396 CB PROA 31144.280 -13.041 -2.347 1.00 0. 00 C 

ATOM 397 CG PRO A 31144.464 -13.934 -3.527 1.00 0. 00 C 

20 ATOM 398 CD PRO 5 A 31145.900 -13.784 -3.937 1.00 0. 00 C 

ATOM 399 HA PROA 31144.725 -11.017 -2. 930 1.00 0. 00 H 

ATOM 400 1HB PROA 31144.523 -13.553 -1.427 1.00 0. 00 H 

ATOM 401 2HB PROA 31143.272 -12.660 -2.297 1.00 0. 00 H 

ATOM 402 1HG PROA 31144.257 -14.958 -3.251 1.00 0. 00 H 

25 ATOM 403 2HG PROA 31143.812 -13.622 -4.330 1.00 0. 00 H 

ATOM 404 1HD PROA 31146.524 -14.474 -3.389 1.00 0. 00 H 

ATOM 405 2HD PROA 31146. 009 -13. 933 -5.000 1.00 0. 00 H 

ATOM 406 N PHE A 32146.045 -10.228 -0.969 1.00 0. 00 N 

ATOM 407 CA PHE A 32146. 685 -9. 757 0. 254 1. 00 0. 00 C 
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0. 955 1. 00 0. 00 C 

0. 365 1. 00 0. 00 0 

0. 058 1. 00 0. 00 C 

■1.219 1.00 0.00 C 

-2. 377 1. 00 0. 00 C 

-1. 150 1.00 0.00 C 

-3. 448 1. 00 0. 00 C 

-2. 217 1. 00 0. 00 C 

-3. 368 1. 00 0. 00 C 

-1. 596 1. 00 0. 00 H 

0. 911 1. 00 0. 00 H 

0. 809 1. 00 0. 00 H 

-0. 287 1. 00 0. 00 H 

-2. 442 1. 00 0. 00 H 

-0. 252 1. 00 0. 00 H 

-4. 346 1. 00 0. 00 H 

-2. 153 1. 00 0. 00 H 

-4. 202 1. 00 0. 00 H 

2.217 1.00 0. 00 N 

2. 999 1. 00 0. 00 C 

3. 736 1. 00 0. 00 C 

4. 290 1. 00 0. 00 0 
3. 999 1. 00 0. 00 C 
3. 366 1. 00 0. 00 C 
3. 508 1. 00 0. 00 C 
2. 625 1. 00 0. 00 C 
2. 931 .1. 00 0. 00 C 
2. 045 1. 00 0. 00 C 
2. 200 l. 00 0. 00 C 
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ATOM 437 OH TYR A 33139. 875 -10. 494 1. 624 1. 00 0. 00 0 

ATOM 438 H TYR A 33146.890 -8.911 2.633 1.00 0. 00 H 

ATOM 439 HA TYR A 33144.781 -6.890 2.316 1.00 0. 00 H 

ATOM 440 1HB TYR A 33145.026 -8.963 4.486 1.00 0. 00 H 

ATOM 441 2HB TYR A 33144.141 -7.464 4.740 1.00 0. 00 H 

ATOM 442 HD1 TYR A 33143. 656 -10. 763 4. 081 1. 00 0. 00 H 

ATOM 443 HD2 TYR A 33142. 556 -6. 968 2. 505 1. 00 0. 00 H 

ATOM 444 HE1 TYR A 33141.663 -11.774 3.053 1.00 0. 00 H 

ATOM 445 HE2 TYR A 33140.561 -7.968 1.472 1.00 0. 00 H 

ATOM 446 HH TYR A 33140.098 -11.360 1.275 1.00 0. 00 H 

ATOM 447 N GLY A 34145.991 -5.237 3.739 1.00 0. 00 N 

ATOM 448 CA GLY A 34146.818 -4.253 4.412 1.00 0. 00 C 

ATOM 449 C GLY A 34146. 029 -3. 038 4. 858 1. 00 0. 00 C 

ATOM 450 0 GLY A 34144.844 -2.911 4.549 1.00 0.00 0 

ATOM 451 H GLY A 34145.172 -4.955 3.281 1.00 0. 00 H 

ATOM 452 1HA GLY A 34147.272 -4.712 5.278 1.00 0. 00 H 

ATOM 453 2HA GLY A 34147. 599 -3. 933 3. 737 1. 00 0. 00 H 

ATOM 454 N VAL A 35146.687 -2.143 5.588 1.00 0. 00 N 

ATOM 455 CA VAL A 35146.038 -0.932 6.079 1.00 0. 00 C 

) ATOM 456 C VAL A 35146.696 0.316 5.500 1.00 0. 00 C 

ATOM 457 0 VAL A 35147.920 0.388 5.382 1.00 0.00 0 

ATOM 458 CB VAL A 35146.078 -0.860 7.619 1.00 0. 00 C 

ATOM 459 CGI VAL A 35147.514 -0.810 8.119 1. 00 0. 00 C 

ATOM 460 CG2 VAL A 35145.288 0.341 8.119 1.00 0. 00 C 
5 ATOM 461 H VAL A 35147.629 -2.300 5.802 1.00 0. 00 H 
ATOM 462 HA VAL A 35145.004 -0.959 5.767 1.00 0. 00 H 
ATOM 463 HB VAL A 35145.616 -1.754 8.012 1.00 0. 00 H 
ATOM 464 1HG1 VAL A 35147.617 -1.449 8.984 1.00 0. 00 H 
ATOM 465 2HG1 VAL A 35147.765 0.205 8.391 1.00 0. 00 H 
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ATOM 466 3HG1 VAL A 35148. 179 -1. 148 
ATOM 467 1HG2 VAL A 35144. 239 0. 197 
ATOM 468 2HG2 VAL A 35145.637 1.234 
ATOM 469 3HG2 VAL A 35145.425 0.444 
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7. 339 1. 00 0. 00 H 

7. 903 1. 00 0. 00 H 

7. 622 1. 00 0. 00 H 

9. 185 1. 00 0. 00 H 

5. 143 1. 00 0. 00 N 

4. 577 1. 00 0. 00 C 

5. 558 1. 00 0. 00 C 

6. 751 1. 00 0. 00 0 

4. 194 1. 00 0. 00 C 
3. 308 1. 00 0. 00 C 
3. 486 1. 00 0. 00 C 

2. 872 1. 00 0. 00 C 

5. 262 1. 00 0. 00 H 

3. 681 1. 00 0. 00 H 
5. 102 1. 00 0. 00 H 

2. 420 1. 00 0. 00 H 

3. 852 1. 00 0. 00 H 
3. 832 1. 00 0. 00 H 

2. 420 1. 00 0. 00 H 

3. 702 1. 00 0. 00 H 
3. 251 1. 00 0. 00 H 
1. 794 1. 00 0. 00 H 
3. 263 1. 00 0. 00 H 
5. 045 1. 00 0. 00 N 
5. 876 1. 00 0. 00 C 

5. 372 1. 00 0. 00 C 

6. 060 1. 00 0. 00 0 

5. 895 1. 00 0. 00 C 

6. 176 1. 00 0. 00 C 
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ATOM 495 CD ARG A 37150.497 1.937 7.668 1.00 0. 00 C 

ATOM 496 NE ARG A 37149.266 2.455 8.261 1.00 0. 00 N 

ATOM 497 CZ ARG A 37149.103 2.662 9.566 1.00 0. 00 C 

ATOM 498 NH1 ARG A 37150.087 2.396 10.417 1.00 0. 00 N 

ATOM 499 NH2 ARG A 37147.951 3.135 10.023 1.00 0. 00 N 

ATOM 500 H ARG A 37148.601 3.660 4.086 1.00 0. 00 H 

ATOM 501 HA ARG A 37149.005 4.507 6.880 1.00 0. 00 H 

ATOM 502 1HB ARG A 37151.206 3.817 4.934 1.00 0. 00 H 

ATOM 503 2HB ARG A 37151.359 4.128 6.658 1.00 0. 00 H 

ATOM 504 1HG ARG A 37149.665 1.864 5.709 1.00 0. 00 H 

ATOM 505 2HG ARG A 37151.421 1. 692 5.762 1.00 0. 00 H 

ATOM 506 1HD ARG A 37150.539 0.870 7.824 1.00 0. 00 H 

ATOM 507 2HD ARG A 37151.343 2.404 8.151 1.00 0. 00 H 

ATOM 508 HE ARG A 37148.523 2.659 7.656 1.00 0. 00 H 

ATOM 509 1HH1 ARG A 37150.957 2.038 10.079 1.00 0. 00 H 

ATOM 510 2HH1 ARG A 37149.958 2.554 11.395 1.00 0. 00 H 

ATOM 511 1HH2 ARG A 37147.206 3.338 9.387 1.00 0. 00 H 

ATOM 512 2HH2 ARG A 37147.828 3.291 11.003 1.00 0. 00 H 

ATOM 513 N TRP A 38150.168 6.003 4.168 1.00 0. 00 N 

) ATOM 514 CA TRP A 38150.433 7.308 3.573 1.00 0. 00 C 

ATOM 515 C TRP A 38149.677 7.472 2.256 1. 00 0. 00 C 

ATOM 516 0 TRP A 38149.724 6.600 1.389 1. 00 0.00 0 

ATOM 517 CB TRP A 38151.937 7.494 3.343 1.00 0. 00 C 

ATOM 518 CG TRP A 38152.271 8.679 2.486 1. 00 0. 00 C 

5 ATOM 519 CD1 TRP A 38152.549 9.947 2.909 1.00 0. 00 C 

ATOM 520 CD2 TRP A 38152.356 8.706 1.056 1.00 0. 00 C 

ATOM 521 NE1 TRP A 38152.802 10.760 1.830 1.00 0. 00 N 

ATOM 522 CE2 TRP A 38152.689 10.021 0.681 1.00 0. 00 C 

ATOM 523 CE3 TRP A 38152.183 7.745 0.057 1.00 0. 00 C 
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38152.852 10.398 

38152.345 8.119 

38152.676 9.435 

38150.401 5.193 

38150.089 8.062 

38152.427 7.624 

38152.331 6. 611 

38152. 564 10. 253 

38153.026 11.713 

38151.927 6.725 

38153.105 11.409 

38152.214 7.389 

38152.793 9.683 

39148. 993 8. 601 

39148.236 8.890 

39148. 716 10. 190 

39148.434 11.278 

39146. 726 8. 999 

39146.253 7.793 

39145.943 9.110 

39144.821 7.908 

39149.002 9.259 

39148. 392 8. 079 

39146. 556 9. 898 

39146. 329 6. 904 

39146. 885 7. 682 

39146.511 8.664 

39145.761 10.151 

39145.000 8.593 
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-0. 650 1. 00 0. 00 C 

-1.263 1. 00 0. 00 C 

-1. 607 1. 00 0. 00 J C 

3. 666 1. 00 0. 00 H 

4. 266 1. 00 0. 00 H 
4. 296 1. 00 0. 00 H 

2. 860 1. 00 0. 00 H 

3. 945 1. 00 0. 00 H 
1. 876 1. 00 0. 00 H 
0. 301 1. 00 0. 00 H 

-0. 931 1. 00 0. 00 H 

-2. 050 1. 00 0. 00 H 

-2. 653 1. 00 0. 00 H 

2.114 1.00 0. 00 N 

0. 902 1. 00 0. 00 C 

0. 268 1. 00 0. 00 C 

0. 771 1. 00 0. 00 0 

1. 193 1. 00 0. 00 C 

2. 006 1. 00 0. 00 C 
-0. 106 1. 00 0. 00 C 

2. 482 1. 00 0. 00 C 

2. 839 1. 00 0. 00 H 

0. 207 1. 00 0. 00 H 

1. 765 1. 00 0. 00 H 

1. 398 1. 00 0. 00 H 

2. 876 1. 00 0. 00 H 
-0. 909 1. 00 0. 00 H 
-0. 328 1. 00 0. 00 H 
-0. 003 1. 00 0. 00 H 
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ILE A 39144. 804 8. 363 

ILE A 39144. 379 6. 925 

ILE A 39144. 261 8. 520 

GLY A 40149.446 10.073 

GLY A 40149.956 11.250 

GLY A 40150. 450 10. 954 

GLY A 40150. 200 9. 877 

GLY A 40149. 644 9. 181 

GLY A 40149.172 11.988 

GLY A 40150.774 11.655 

GLN A 41151.151 11.918 

GLN A 41151. 682 11. 767 

GLN A 41153.178 12.077 

GLN A 41153.587 13.211 

GLN A 41150. 936 12. 694 

GLN A 41149. 424 12. 612 

GLN A 41148. 756 13. 969 

GLN A 41148. 808 14. 769 

GLN A 41148. 124 14. 235 

GLN A 41151.313 12.753 

GLN A 41151. 527 10. 744 

GLN A 41151.236 13.711 

GLN A 41151.205 12.436 

GLN A 41149. 040 11. 982 

GLN A 41149. 179 12. 175 

GLN A 41148. 124 13. 549 

GLN A 41147. 685 15. 106 

PRO A 42154.020 11.075 

PRO A 42155.475 11. 257 
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3. 462 1. 00 0. 00 H 

2. 534 1. 00 0. 00 H 

1. 790 1. 00 0. 00 H 

-0. 836 1. 00 0. 00 N 

-1. 512 1. 00 0. 00 C 

-2. 913 1. 00 0. 00 C 

-3. 455 1. 00 0. 00 0 

-1. 192 1. 00 0. 00 H 

-1. 567 1. 00 0. 00 H 

-0. 934 1. 00 0. 00 H 

-3. 503 1. 00 0. 00 N 

-4. 850 1. 00 0. 00 C 

-4. 881 1.00 0. 00 C 

-4. 627 1. 00 0. 00 0 

-5. 810 1. 00 0. 00 C 

-5. 681 1. 00 0. 00 C 

-5. 779 1. 00 0. 00 C 

-4. 846 1. 00 0. 00 0 

-6. 916 1. 00 0. 00 N 

-3. 019 1. 00 0. 00 H 

-5. 158 1. 00 0. 00 H 

-5. 614 1. 00 0. 00 H 

-6. 822 1. 00 0. 00 H 

-6. 470 1. 00 0. 00 H 

-4. 724 1. 00 0. 00 H 

-7.616 1.00 0.00 H 

-7. 009 1. 00 0. 00 H 

-5. 191 1. 00 0. 00 N 

-5. 248 1. 00 0. 00 C 
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PRO A 42155.883 12. 348 

PRO A 42155. 116 12. 706 

PRO A 42155.994 9.893 

PRO A 42154.914 8.931 

PRO A 42153. 628 9. 690 

PRO A 42155. 882 11. 485 

PRO A 42156. 167 9. 916 

PRO A 42156. 914 9. 659 

PRO A 42154. 933 8. 088 

PRO A 42155.037 8. 600 

PRO A 42153. 259 9. 615 

PRO A 42152. 890 9. 327 

PRO A 43157. 103 12. 891 

PROA 43157.611 13.946 

PRO A 43157. 953 13. 424 

PRO A 43159.092 13. 042 

PRO A 43158. 874 14. 427 

PRO A 43159. 327 13. 252 

PRO A 43158. 079 12. 520 

PRO A 43156. 908 14. 763 

PRO A 43159. 613 14. 718 

PRO A 43158. 636 15. 266 

PRO A 43159. 951 12. 615 

PRO A 43159. 871 13. 587 

PRO A 43158. 252 11. 454 

PRO A 43157. 751 12. 855 

GLY A 44156.960 13.410 

GLY A 44157. 179 12. 932 

GLY A 44155. 901 12. 471 
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-6. 233 1. 00 0. 00 C 

-7. 128 1. 00 0. 00 0 

-5.715 1.00 0.00 C 

-5. 358 1. 00 0. 00 C 

-5. 508 1. 00 0. 00 C 

-4. 274 1. 00 0. 00 H 

-6. 781 1. 00 0. 00 H 

-5. 200 1. 00 0. 00 H 

-6. 033 1. 00 0. 00 H 

-4. 338 1. 00 0. 00 H 

-6. 520 1. 00 0. 00 H 

-4. 806 1. 00 0. 00 H 

-6. 082 1. 00 0. 00 N 

-6. 963 1. 00 0. 00 C 

-8. 354 1. 00 0. 00 C 

-8.621 1.00 0.00 0 

-6. 250 1. 00 0. 00 C 

-5. 454 1. 00 0. 00 C 

-5. 041 1. 00 0. 00 C 

-7. 049 1. 00 0. 00 H 

-6. 982 1. 00 0. 00 H 

-5. 615 1. 00 0. 00 H 

-6. 063 1. 00 0. 00 H 

-4. 583 1. 00 0. 00 H 

-5. 037 1. 00 0. 00 H 

-4. 068 1. 00 0. 00 H 

-9. 236 1. 00 0. 00 N 

-10. 588 1. 00 0. 00 C 

-11. 257 1. 00 0. 00 C 
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ATOM 611 0 GLY A 44155.595 12.885 -12.375 1.00 0.00 0 

ATOM 612 H GLY A 44156.072 13.725 -8.968 1.00 0. 00 H 

ATOM 613 1HA GLY A 44157.612 13.728 -11.173 1.00 0. 00 H 

ATOM 614 2HA GLY A 44157.875 12.105 -10.556 1.00 0. 00 H 

ATOM 615 N LEU A 45155.154 11.611 -10.574 1.00 0. 00 N 

ATOM 616 CA LEU A 45153.902 11.095 -11.112 1.00 0. 00 C 

ATOM 617 C LEU A 45152.735 11.431 -10.190 1.00 0. 00 C 

ATOM 618 0 LEU A 45152.647 10.916 -9.076 1.00 0.00 0 

ATOM 619 CB LEU A 45153.993 9.580 -11.306 1.00 0. 00 C 

ATOM 620 CG LEU A 45154.530 8.806 -10.099 1.00 0. 00 C 

ATOM 621 CD 1 LEU A 45154.083 7.352 -10.154 1.00 0. 00 C 

ATOM 622 CD2 LEU A 45156.049 8.900 -10.039 1.00 0. 00 C 

ATOM 623 H LEU A 45155.450 11.319 -9.685 1.00 0. 00 H 

ATOM 624 HA LEU A 45153.734 11.562 -12.070 1.00 0. 00 H 

ATOM 625 1HB LEU A 45153.006 9.208 -11.537 1.00 0. 00 H 

ATOM 626 2HB LEU A 45154.640 9.384 -12.147 1.00 0. 00 H 

ATOM 627 HG LEU A 45154.131 9.243 -9.196 1.00 0. 00 H 

ATOM 628 1HD1 LEU A 45153.399 7.155 -9.341 1.00 0. 00 H 

ATOM 629 2HD1 LEU A 45154.943 6.705 -10.064 1.00 0. 00 H 

I ATOM 630 3HD1 LEU A 45153.587 7.161 -11.094 1.00 0. 00 H 

ATOM 631 1HD2 LEU A 45156.481 7.939 -10.273 1.00 0. 00 H 

ATOM 632 2HD2 LEU A 45156.351 9.197 -9.044 1.00 0. 00 H 

ATOM 633 3HD2 LEU A 45156.395 9.634 -10.752 1.00 0. 00 H 

ATOM 634 N ASN A 46151.839 12.293 -10.660 1.00 0. 00 N 

i ATOM 635 CA ASN A 46150.682 12.685 -9.866 1.00 0. 00 C 

ATOM 636 C ASN A 46149.666 11.550 -9.807 1.00 0. 00 C 

ATOM 637 0 ASN A 46148.992 11.253 -10.792 1.00 0.00 0 

ATOM 638 CB ASN A 46150.034 13.937 -10.460 1.00 0. 00 C 

ATOM 639 CG ASN A 46149.364 14.797 -9.406 1.00 0. 00 C 
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483 

VAL A 48145. 108 10. 959 

VAL A 48146.514 9.850 

VAL A 48147. 625 9. 928 

VAL A 48144. 897 8. 846 

VAL A 48145. 394 8.440 

VAL A 48144. 339 9. 853 

VAL A 48146. 073 10. 054 

VAL A 48144.413 11.403 

VAL A 48144.636 10.861 

VAL A 48145.981 11.589 

LEU A 49148.472 7.601 

LEU A 49148. 892 6. 250 

LEU A 49148.847 6.042 

LEU A 49149. 562 6. 707 

LEU A 49150. 306 5. 982 

LEU A 49150. 455 6. 034 

LEU A 49151.876 6.420 

LEU A 49150. 080 4. 696 

LEU A 49149. 066 8. 354 

LEU A 49148. 208 5. 558 

LEU A 49150.971 6.715 

LEU A 49150.610 5.002 

LEU A 49149. 787 6. 786 

LEU A 49152. 135 7. 354 

LEU A 49151. 942 6. 530 

LEU A 49152. 559 5. 649 

LEU A 49149. 173 4. 330 

LEU A 49150. 878 3. 987 

LEU A 49149. 920 4. 821 
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-5. 192 1. 00 0. 00 C 

-7. 045 1. 00 0. 00 H 

-4. 458 1; 00 0. 00 H 

-5. 169 1. 00 0. 00 H 

-2. 887 1. 00 0. 00 H 

-2. 928 1. 00 0. 00 H 

-2. 677 1. 00 0. 00 H 

-4. 495 1. 00 0. 00 H 

-6. 158 1. 00 0. 00 H 

-5. 280 1. 00 0. 00 H 

-4. 156 1. 00 0. 00 N 

-3. 807 1. 00 0. 00 C 

-2. 299 1. 00 0. 00 C 

-1. 549 1. 00 0. 00 0 

-4. 327 1. 00 0. 00 C 

-5. 849 1. 00 0. 00 C 

-6. 232 1. 00 0. 00 C 

-6.467 1. 00 0. 00 C 

-3. 954 1. 00 0. 00 H 

-4. 274 1. 00 0. 00 H 

-3. 896 1. 00 0. 00 H 

-3. 992 1. 00 0. 00 H 

-6. 245 1. 00 0. 00 H 

-5. 757 1. 00 0.00 H 

-7. 304 1. 00 0. 00 H 

-5. 906 1. 00 0. 00 H 

-6. 007 1. 00 0. 00 H 

-6. 303 1. 00 0. 00 H 

-7. 527 1. 00 0; 00 H 
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GLY A 




ATOM 
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C 


GLY A 




ATOM 
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0 


GLY A 


15 
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GLY A 




ATOM 


713 


1HA 
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ATOM 
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GLY A 




ATOM 
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N 


LEU A 




ATOM 
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CA 


LEU A 


20 


ATOM 


717 


C 


LEU A 




ATOM 


718 


0 


LEU A 




ATOM 


719 


CB 


LEU A 




ATOM 


720 


CG 


LEU A 




ATOM 
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CD1 
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25 


ATOM 


722 


CD2 
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HA 
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LEU A 




ATOM 
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LEU A 



484 

50148.001 5.118 

50147. 865 4. 827 
50148.802 3.700 
50148.655 2.561 
50146.423 4.471 
50147.456 4.621 

50148. 124 5. 723 
50146. 405 3. 738 
50145.943 4.063 
50145. 896 5. 358 
51149.764 4.024 
51150.710 3.029 
51150.071 2.011 
51149.790 2.310 
51149.832 4.950 
51151.122 2.512 
51151.510 3. 526 
52149.841 0.808 
52149.231 -0.256 
52150.296 -1.119 
52151.352 -1.377 
52148. 333 -1. 124 

52147. 158 -0. 390 
52146.581 -1.211 
52146. 085 -0. 087 
52150.088 0.631 

52148. 627 0. 206 
52148.942 -1.551 
52147.938 -1.928 
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-1. 861 1. 00 0. 00 N 

-0. 441 1. 00 0. 00 C 

-0.019 1.00 0.00 C 

-0. 462 1. 00 0. 00 0 

-0. Ill 1. 00 0. 00 C 

-2. 506 1. 00 0. 00 H 

0. 106 1. 00 0. 00 H 

0. 682 1. 00 0. 00 H 

-0. 988 1. 00 0. 00 H 

0. 208 1. 00 0. 00 H 

0. 838 1. 00 0. 00 N 

1. 304 1. 00 0. 00 C 

2. 229 1. 00 0. 00 C 

3. 390 1. 00 0. 00 0 
1. 156 1. 00 0. 00 H 

0. 450 1. 00 0. 00 H 

1. 830 1. 00 0. 00 H 

1. 715 1. 00 0. 00 N 

2. 503 1. 00 0. 00 C 

3. 171 1. 00 0. 00 C 
2. 594 1. 00 0. 00 0 

1. 619 1. 00 0. 00 C 
0. 972 1. 00 0. 00 C 

-0. 171 1. 00 0. 00 C 

2. 006 1. 00 0. 00 C 
0. 782 1. 00 0. 00 H 

3. 271 1. 00 0. 00 H 
0. 835 1. 00 0. 00 H 
2. 223 1. 00 0. 00 H 
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ATOM 727 HG LEU A 52147.507 0.548 0.565 1.00 0. 00 H 

ATOM 728 1HD1 LEU A 52145.819 -1.874 0.211 1.00 0. 00 H 

ATOM 729 2HD1 LEU A 52147.367 -1.793 -0.630 1.00 0. 00 H 

ATOM 730 3HD1 LEU A 52146.147 -0.550 -0.906 1.00 0. 00 H 

ATOM 731 1HD2 LEU A 52145.114 -0.103 1.534 1.00 0. 00 H 

ATOM 732 2HD2 LEU A 52146.261 0.891 2.432 1.00 0. 00 H 

ATOM 733 3HD2 LEU A 52146.118 -0.831 2.789 1.00 0. 00 H 

ATOM 734 N GLU A 53150.010 -1.565 4.390 1.00 0. 00 N 

ATOM 735 CA GLU A 53150.943 -2.400 5.137 1.00 0. 00 C 

ATOM 736 C GLU A 53150.426 -3.831 5.244 1.00 0. 00 C 

ATOM 737 0 GLU A 53149.452 -4.099 5.948 1.00 0.00 0 

ATOM 738 CB GLU A 53151.171 -1.823 6.535 1.00 0. 00 C 

ATOM 739 CG GLU A 53152.170 -2.613 7.365 1.00 0. 00 C 

ATOM 740 CD GLU A 53151.776 -2.697 8.827 1.00 0. 00 C 

i ATOM 741 0E1 GLU A 53152.274 -3. 607 9.524 1.00 0.00 0 

ATOM 742 0E2 GLU A 53150.970 -1.856 9.275 1.00 0.00 0 

ATOM 743 H GLU A 53149.151 -1.326 4.797 1.00 0. 00 H 

ATOM 744 HA GLU A 53151.882 -2.409 4.604 1.00 0. 00 H 

ATOM 745 1HB GLU A 53151.536 -0.811 6.440 1.00 0. 00 H 

) ATOM 746 2HB GLU A 53150.229 -1.809 7.064 1.00 0. 00 H 

ATOM 747 1HG GLU A 53152.236 -3.615 6.968 1.00 0. 00 H 

ATOM 748 2HG GLU A 53153.135 -2.134 7.295*1.00 0. 00 H 

ATOM 749 N LEU A 54151.083 -4.747 4.540 1.00 0. 00 N 

ATOM 750 CA LEU A 54150. 690 -6. 152 4. 556 1. 00 0. 00 C 

i ATOM 751 C LEU A 54150.936 -6.770 5.929 1.00 0. 00 C 

ATOM 752 0 LEU A 54151. 987 -6. 563 6. 535 1. 00 0. 00 0 

ATOM 753 CB LEU A 54151.460 -6.929 3.488 1.00 0. 00 C 

ATOM 754 CG LEU A 54151.434 -6.309 2.090 1.00 0. 00 C 

ATOM 755 CD 1 LEU A 54152.561 -6.869 1.236 1.00 0. 00 C 
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A 


20 


ATOM 


775 


0E1 


GLU 


A 
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A 
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25 
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54150. 087 -6. 552 

54151.852 -4.472 

54149. 635 -6. 202 

54152.490 -7.011 

54151.042 -7.922 

54151.578 -5.241 

54153.480 -6.863 

54152. 680 -6. 260 

54152.324 -7.882 

54149.633 -7.438 

54150.229 -6.692 

54149.443 -5.702 

55149.958 -7.528 

55150.067 -8.176 

55151.139 -9.261 

55151.836 -9.478 

55148.722 -8.779 

55147.657 -7.739 

55146.711 -7.512 

55146.763 -6.420 

55145.916 -8.426 

55149.144 -7.655 

55150.347 -7.424 

55148.361 -9.404 

55148.864 -9.388 

55147.083 -8.069 

55148.143 -6.803 

56151.263 -9.943 

56152. 251 -11. 006 
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1. 425 1. 00 0. 00 C 

3. 997 1. 00 0. 00 H 

4. 335 1. 00 0. 00 H 
3. 805 1. 00 0. 00 H 
3. 424 1. 00 0. 00 H 

2. 175 1. 00 0. 00 H 
1. 804 1. 00 0. 00 H 
0. 352 1. 00 0. 00 H 

0. 947 1. 00 0. 00 H 

1. 847 1. 00 0. 00 H 

0. 364 1. 00 0. 00 H 

1. 595 1. 00 0. 00 H 

6. 413 1. 00 0. 00 N 

7. 715 1. 00 0. 00 C 

7. 696 1. 00 0. 00 C 

8. 686 1. 00 0. 00 0 
8. 123 1. 00 0. 00 C 
8. 430 1. 00 0. 00 C 

7. 268 1. 00 0. 00 C 
6. 663 1. 00 0. 00 0 
6. 962 1. 00 0. 00 0 

5. 884 1. 00 0. 00 H 

8. 437 1. 00 0. 00 H 
7.319 1.00 0. 00 H 

9. 003 1. 00 0. 00 H 
9. 283 1. 00 0. 00 H 
8. 667 1. 00 0. 00 H 
6.561 1.00 0. 00 N 
6.412 1. 00 0. 00 C 
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0.00 C 
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0.00 C 
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CYS A 


58157. 328 


-9. 307 


0. 933 
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0. 00 0 
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814 CB CYS A 58154.392 -10.013 0.828 1.00 0. 00 C 

815 SG CYS A 58154.271 -10.539 -0.897 1.00 0. 00 S 

816 H CYS A 58155.173 -9.355 3.210 1.00 0. 00 H 

817 HA CYS A 58155.319 -11.773 1.616 1.00 0. 00 H 

818 1HB CYS A 58153.443 -10.217 1.300 1.00 0. 00 H 

819 2HB CYS A 58154.570 -8.947 0.835 1.00 0. 00 H 

820 HG CYS A 58154.021 -11.467 -0.907 1.00 0. 00 H 

821 N ALA A 59157.466 -11.496 0.431 1.00 0. 00 N 

822 CA ALA A 59158.762 -11.375 -0.226 1.00 0. 00 C 

823 C ALA A 59158.686 -10.433 -1.423 1.00 0. 00 C 

824 0 ALA A 59157.969 -10.698 -2.389 1.00 0. 00 0 

825 CB ALA A 59159.262 -12.744 -0.661 1.00 0. 00 C 

826 H ALA A 59157.037 -12.376 0.483 1.00 0. 00 H 

827 HA ALA A 59159.463 -10.974 0.491 1.00 0. 00 H 

828 1HB ALA A 59160.333 -12.710 -0.800 1.00 0. 00 H 

829 2HB ALA A 59158.788 -13.021 -1.592 1.00 0. 00 H 

830 3HB ALA A 59159.020 -13.474 0.097 1.00 0. 00 H 

831 N GLY A 60159.428 -9.334 -1.352 1.00 0. 00 N 

832 CA GLY A 60159.430 -8.369 -2.437 1.00 0. 00 C 

833 C GLY A 60158.687 -7.096 -2.082 1.00 0. 00 C 

834 0 GLY A 60157.935 -6.561 -2.896 1.00 0.00 0 

835 H GLY A 60159.979 -9.176 -0.558 1.00 0. 00 H 

836 1HA GLY A 60160.452 -8.119 -2.680 1.00 0. 00 H 

837 2HA GLY A 60158.963 -8.816 -3.302 1.00 0. 00 H 

838 N CYS A 61158.897 -6.610 -0.863 1.00 0. 00 N 

839 CA CYS A 61158.240 -5.392 -0.402 1.00 0. 00 C 

840 C CYS A 61159.222 -4.494 0.343 1.00 0. 00 C 

841 0 CYS A 61160.342 -4.903 0.652 1.00 0.00 0 

842 CB CYS A 61157.058 -5.738 0.505 1.00 0. 00 C 
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0. 254 1. 00 0. 00 S 

0. 258 1. 00 0. 00 H 

1. 270 1. 00 0. 00 H 
1. 397 1. 00 0. 00 H 
0. 779 1. 00 0. 00 H 
-0. 042 1. 00 0. 00 H 

0. 629 1. 00 0. 00 N 

1. 338 1. 00 0. 00 C 

2. 790 1. 00 0. 00 C 

3. 230 1. 00 0. 00 0 
0. 645 1. 00 0. 00 C 
0. 879 1. 00 0. 00 0 

-0. 853 1. 00 0. 00 C 

0. 357 1. 00 0. 00 H 

1. 316 1. 00 0. 00 H 
1. 050 1. 00 0. 00 H 
0. 529 1. 00 0. 00 H 

-1. 305 1. 00 0. 00 H 
-1. 067 1. 00 0. 00 H 
-1. 254 1. 00 0. 00 H 

3. 533 1. 00 0. 00 N 

4. 937 1. 00 0. 00 C 

5. 133 1. 00 0. 00 C 

6. 177 1. 00 0. 00 0 

5. 794 1. 00 0. 00 C 
5.418 1. 00 0. 00 C 

6. 304 1. 00 0. 00 0 
4. 237 1. 00 0. 00 0 
3. 126 1. 00 0. 00 H 
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ATOM 


873 


1HB 


ASP A 


63160. 564 


-l. 046 




ATOM 


874 : 


2HB 


ASP A 


63161. 258 


-2. I7l 




ATOM 


875 


N 


GLY A 


64158. 180 


0. 734 


5 


ATOM 


876 


CA 


GLY A 


64157. 517 


2. 023 




ATOM 


877 


C 


GLY A 


64158. 203 


3. 081 




ATOM 


878 


0 


GLY A 


64158. 146 


4. 269 




ATOM 


879 


H 


GLY A 


64158. 085 


0. 187 




ATOM 


880 


1HA 


GLY A 


64156. 498 


l. 913 


10 


ATOM 


881 


2HA 


GLY A 


64157. 511 


2. 347 




ATOM 


882 


N 


THR A 


65158. 852 


2. 650 




ATOM 


883 


CA 


THR A 


65159. 552 


3. 569 




ATOM 


884 


C 


THR A 


65159. 130 


3. 350 




ATOM 


885 


0 


THR A 


65159. 318 


2. 267 


15 


ATOM 


886 


CB 


THR A 


65161. 065 


3. 392 




ATOM 


887 


0G1 


THR A 


65161. 396 


2. 023 




ATOM 


888 


CG2 THR A 


65161. 654 


4. 148 




ATOM 


889 


H 


THR A 


65158. 861 


l. 690 




ATOM 


890 


HA 


THR A 


65159. 290 


4. 576 


20 


ATOM 


891 


HB 


THR A 


65161. 541 


3. 75 1 




ATOM 


892 


HG1 


THR A 


65161. 415 


l. 594 




ATOM 


893 


1HG2 


: THR A 


65160. 857 


4. 539 




ATOM 


894 2HG2 THR A 


65162. 259 


4. 965 




ATOM 


895 


3HG2 THR A 


65162. 268 


3. 482 


25 


ATOM 


896 


N 


PHE A 


66158. 560 


4. 385 




ATOM 


897 


CA 


PHE A 


66158. 112 


4. 304 




ATOM 


898 


C 


PHE A 


66159. 029 


5. 108 




ATOM 


899 


0 


PHE A 


66159. 115 


6. 331 




ATOM 


900 


CB 


PHE A 


66156. 675 


4. 814 
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5. 245 l. 00 0. 00 H 

6. 832 l. 00 0. 00 H 
5. 668 l.OO 0. 00 H 
4. 122 l.OO 0. 00 N 

4. 204 l. 00 0. 00 C 
3. 362 l. 00 0. 00 C 
3. 680 l. 00 0. 00 0 
3. 315 l.OO 0. 00 H 
3. 865 l. 00 0. 00 H 

5. 233 l. 00 0. 00 H 
2. 285 l. 00 0. 00 N 
l. 395 l. 00 0. 00 C 

-0. 054 l. 00 0. 00 C 

-0. 609 l. 00 0. 00 0 

l. 530 l. 00 0. 00 C 

1. 693 l. 00 0. 00 0 

2. 700 l. 00 0. 00 C 

2. 085 l. 00 0. 00 H 

1. 685 l. 00 0. 00 H 
0. 629 l. 00 0. 00 H 
0. 834 l. 00 0. 00 H 

3. 315 l. 00 0. 00 H 

2. 333 l. 00 0. 00 H 

3. 288 l. 00 0. 00 H 
-0. 663 l. 00 0. 00 N 
-2. 048 l. 00 0. 00 C 
-2. 965 l. 00 0. 00 C 
-2. 857 l. 00 0. 00 0 
-2. 172 l. 00 0. 00 C 
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ATOM 901 CG PHE A 66156.029 4.474 -3.484 1.00 0. 00 C 

ATOM 902 CD 1 PHE A 66155.625 5.475 -4.354 1.00 0. 00 C 

ATOM 903 CD2 PHE A 66155.826 3.153 -3.849 1.00 0. 00 C 

ATOM 904 CE1 PHE A 66155.032 5.165 -5. 562 1.00 0. 00 C 

5 ATOM 905 CE2 PHE A 66155.232 2.836 -5.057 1.00 0. 00 C 

ATOM 906 CZ PHE A 66154.834 3.843 -5.914 1.00 0. 00 C 

ATOM 907 H PHE A 66158.438 5.222 -0.168 1.00 0. 00 H 

ATOM 908 HA PHE A 66158.143 3.268 -2.347 1.00 0. 00 H 

ATOM 909 1HB PHE A 66156.077 4.380 -1.385 1.00 0. 00 H 

10 ATOM 910 2HB PHE A 66156.672 5.890 -2.068 1.00 0. 00 H 

ATOM 911 HD1 PHE A 66155.780 6.509 -4.080 1.00 0. 00 H 

ATOM 912 HD2 PHE A 66156.137 2.364 -3.179 1.00 0. 00 H 

ATOM 913 HE1 PHE A 66154.721 5.954 -6.231 1.00 0. 00 H 

ATOM 914 HE 2 PHE A 66155.080 1.803 -5.329 1.00 0. 00 H 

15 ATOM 915 HZ PHE A 66154.371 3.598 -6.858 1.00 0. 00 H 

ATOM 916 N ARG A 67159.713 4.411 -3.867 1.00 0. 00 N 

ATOM 917 CA ARG A 67160.624 5.059 -4.803 1.00 0. 00 C 

ATOM 918 C ARG A 67161.735 5.794 -4.062 1.00 0. 00 C 

ATOM 919 0 ARG A 67162.174 6.864 -4.482 1.00 0.00 0 

20 ATOM 920 CB ARG A 67159.858 6.036 -5.698 1.00 0. 00 C 

ATOM 921 CG ARG A 67158.819 5.365 -6.581 1.00 0. 00 C 

ATOM 922 CD ARG A 67158.307 6.310 -7.654 1.00 0. 00 C 

ATOM 923 NE ARG A 67159.178 6.330 -8.827 1.00 0. 00 N 

ATOM 924 CZ ARG A 67159.307 5.310 -9.672 1.00 0. 00 C 

25 ATOM 925 NH1 ARG A 67158.624 4.189 -9.480 1.00 0. 00 N 

ATOM 926 NH2 ARG A 67160.122 5.412 -10.714 1.00 0. 00 N 

ATOM 927 H ARG A 67159. 602 3. 438 -3. 904 1. 00 0. 00 H 

ATOM 928 HA ARG A 67161.066 4.291 -5.420 1.00 0. 00 H 

ATOM 929 1HB ARG A 67159.357 6.759 -5.074 1.00 0. 00 H 
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ATOM 


930 


2HB 


ARG A 


67160. 564 


6. 549 


-6. 336 


1. 00 


0. 00 H 




ATOM 


931 


1HG 


ARG A 


67159. 266 


4. 504 


-7. 056 


.1. 00 


0. 00 H 




ATOM 


932 


2HG 


ARG A 


67157. 989 


5. 048 


-5. 965 


1. 00 


0. 00 H 




ATOM 


933 


1HD 


ARG A 


67157. 321 


5. 990 


-7. 957 


1. 00 


0. 00 H 


5 


ATOM 


934 


2HD 


ARG A 


67158. 250 


7. 306 


-7. 242 


1. 00 


0. 00 H 




ATOM 


935 


HE 


ARG A 


67159. 695 


7. 147 


-8. 993 


1. 00 


0. 00 H 




ATOM 


936 


1HH1 


ARG A 


67158. 008 


4. 106 


-8. 697 


1. 00 


0. 00 H 




ATOM 


937 


2HH1 


ARG A 


67158. 725 


3. 426 


-10. 119 


1. 00 


0. 00 H 




ATOM 


938 


1HH2 


ARG A 


67160. 639 


6. 254 


-10. 864 


1. 00 


0. 00 H 


10 


ATOM 


939 


2HH2 


ARG A 


67160. 219 


4. 646 


-11. 348 


1. 00 


0. 00 H 




ATOM 


940 


N 


GLY A 


68162. 187 


5. 212 


-2.955 


1. 00 


0. 00 N 




ATOM 


941 


CA 


GLY A 


68163. 243 


5. 827 


-2. 173 


1. 00 


0. 00 C 




ATOM 


942 


C 


GLY A 


68162. 762 


7. 037 


-1. 396 


1. 00 


0. 00 C 




ATOM 


943 


0 


GLY A 


68163. 536 


7. 953 


-1. 119 


1. 00 


0. 00 0 


15 


ATOM 


944 


H 


GLY A 


68161. 800 


4. 359 


-2. 667 


1. 00 


0. 00 H 




ATOM 


945 


1HA 


GLY A 


68163. 632 


5. 098 


-1. 478 


1. 00 


0. 00 H 




ATOM 


946 


2HA 


GLY A 


68164. 037 


6. 132 


-2. 838 


1. 00 


0. 00 H 




ATOM 


947 


N 


THR A 


69161. 481 


7. 040 


-1. 044 


1. 00 


0. 00 N 




ATOM 


948 


CA 


THR A 


69160. 897 


8. 147 


-0. 295 


1. 00 


0. 00 C 


20 


ATOM 


949 


C 


THR A 


69160. 046 


7. 632 


0. 861 


1. 00 


0.00 C 




ATOM 


950 


0 


THR A 


69158. 867 


7. 323 


0. 687 


1.00 


0. 00 0 




ATOM 


951 


CB 


THR A 


69160. 049 


9. 023 


-1. 217 


1. 00 


0. 00 c 




ATOM 


952 


0G1 


THR A 


69160. 737 


9. 293 


-2. 425 


1. 00 


0. 00 0 




ATOM 


953 


CG2 


THR A 


69159. 669 


10. 351 


-0. 598 


1. 00 


0.00 c 


25 


ATOM 


954 


H 


THR A 


69160. 914 


6. 280 


-1. 294 


1. 00 


0. 00 H 




ATOM 


955 


HA 


THR A 


69161. 706 


8. 738 


0. 105 


1. 00 


0.00 H 




ATOM 


956 


HB 


THR A 


69159. 135 


8. 498 


-1.457 


1. 00 


0. 00 H 




ATOM 


957 


HG1 


THR A 


69161. 578 


9.711 


-2. 228 


1. 00 


0. 00 H 




ATOM 


958 


1HG2 


THR A 


69160. 045 


11. 156 


-1. 213 


1. 00 


0. 00 H 
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ATOM 959 2HG2 THR A 69160.099 10.423 0.390 1.00 0. 00 H 

ATOM 960 3HG2 THR A 69158.594 10.423 -0.530 1.00 0. 00 H 

ATOM 961 N ARG A 70160.651 7.542 2.041 1.00 0. 00 N 

ATOM 962 CA ARG A 70159.949 7.064 3.226 1.00 0. 00 C 

5 ATOM 963 C ARG A 70158.808 8.005 3.600 1.00 0. 00 C 

ATOM 964 0 ARG A 70158.979 9.224 3.623 1.00 0.00 0 

ATOM 965 CB ARG A 70160.920 6.931 4.401 1.00 0. 00 C 

ATOM 966 CG ARG A 70160.340 6.178 5.588 1.00 0. 00 C 

ATOM 967 CD ARG A 70160.741 6.817 6.909 1.00 0. 00 C 

10 ATOM 968 NE ARG A 70161.752 6.032 7.613 1.00 0. 00 N 

ATOM 969 CZ ARG A 70163.055 6.085 7.344 1.00 0. 00 C 

ATOM 970 NH1 ARG A 70163.511 6.883 6.385 1.00 0. 00 N 

ATOM 971 NH2 ARG A 70163.905 5.337 8.033 1.00 0. 00 N 

ATOM 972 H ARG A 70161.592 7.802 2.115 1.00 0. 00 H 

15 ATOM 973 HA ARG A 70159. 538 6. 091 2. 999 1. 00 0. 00 H 

ATOM 974 1HB ARG A 70161.803 6.407 4.066 1.00 0. 00 H 

ATOM 975 2HB ARG A 70161.203 7.920 4.732 1.00 0. 00 H 

ATOM 976 1HG ARG A 70159.263 6.180 5.511 1.00 0. 00 H 

ATOM 977 2HG ARG A 70160.703 5.159 5.566 1.00 0. 00 H 

20 ATOM 978 1HD ARG A 70161.136 7.802 6.714 1.00 0. 00 H 

ATOM 979 2HD ARG A 70159. 863 6. 899 7. 533 1. 00 0. 00 H 

ATOM 980 HE ARG A 70161.444 5.432 8.325 1.00 0. 00 H 

ATOM 981 1HH1 ARG A 70162.877 7.450 5.861 1.00 0. 00 H 

ATOM 982 2HH1 ARG A 70164.491 6.919 6.190 1.00 0. 00 H 

25 ATOM 983 1HH2 ARG A 70163. 567 4. 734 8. 756 1. 00 0. 00 H 

ATOM 984 2HH2 ARG A 70164. 884 5. 377 7. 832 1. 00 0. 00 H 

ATOM 985 N TYR A 71157.646 7.431 3.890 1.00 0. 00 N 

ATOM 986 CA TYR A 71156.476 8.218 4.264 1.00 0. 00 C 

ATOM 987 C TYR A 71156.055 7.920 5.700 1.00 0. 00 C 
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ATOM 


988 


0 


TYR A 




ATOM 


989 


CB 


TYR A 




ATOM 


990 


CG 


TYR A 




ATOM 


991 


CD1 


TYR A 


5 


ATOM 


992 


CD2 


TYR A 




ATOM 


993 


CE1 


TYR A . 




ATOM 


994 


CE2 


TYR A 




ATOM 


995 


CZ 


TYR A 




ATOM 


996 


OH 


TYR A 


10 


ATOM 


997 


H 


TYR A 




ATOM 


998 


HA 


TYR A 




ATOM 


999 


1HB 


TYR A 




ATOM 


1000 


2HB 


TYR A 




ATOM 


1001 


HD1 


TYR A 


15 


ATOM 


1002 


HD2 


TYR A 




ATOM 


1003 


HE1 


TYR A 




ATOM 


1004 


HE2 TYR A 




ATOM 


1005 


HH 


TYR A 




ATOM 


1006 


N 


PHE A 


20 


ATOM 


1007 


CA 


PHE A 




ATOM 


1008 


C 


PHE A 




ATOM 


1009 


0 


PHE A 




ATOM 


1010 


CB 


PHE A 




ATOM 


1011 


CG 


PHE A 


25 


ATOM 


1012 


CD1 


PHE A 




ATOM 


1013 


CD2 PHE A 




ATOM 


1014 


' CE1 PHE A 




ATOM 


1015 


CE2 PHE A 




ATOM 


1016 


CZ 


PHE A 
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71155.648 8.817 

71155.316 7.932 

71155.479 8.569 
71155.397 7.809 
71155.717 9.933 
71155.547 8.389 
71155.867 10.520 
71155.781 9.745 
71155.931 10.325 
71157.572 6.454 
71156.742 9.262 
71155.232 6.864 
71154.401 8.305 
71155.213 6.748 
71155.785 10.538 

71155.480 7.781 
71156.051 11.581 
71155.460 11.161 
72156.155 6. 653 
72155.784 6.235 
72156.783 5.220 
72157. 758 4. 872 
72154. 378 5. 635 
72154. 144 4. 648 
72153.812 5.083 
72154. 258 3. 287 

72153. 598 4. 179 

72154. 045 2. 378 
72153. 714 2. 824 
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6. 437 1. 00 0. 00 0 

3. 309 1. 00 0. 00 C 

1. 948 1. 00 0. 00 C 

0. 788 1. 00 0. 00 C 

1. 823 1. 00 0. 00 C 
-0. 457 1. 00 0. 00 C 

0.581 1.00 0.00 C 

-0. 555 1. 00 0. 00 C 

-1. 793 1. 00 0. 00 0 

3. 855 1. 00 0. 00 H 

4. 190 1. 00 0. 00 H 
3. 166 1. 00 0. 00 H 

3. 744 1. 00 0. 00 H 
0. 869 1. 00 0. 00 H 

2. 716 1. 00 0. 00 H 
-1. 347 1. 00 0. 00 H 

0. 506 1. 00 0. 00 H 

-1. 814 1. 00 0. 00 H 

6. 089 1. 00 0. 00 N 

7. 436 1. 00 0. 00 C 
7. 984 1. 00 0. 00 C 
7. 320 1. 00 0. 00 0 
7. 437 1. 00 0. 00 C 
6. 328 1. 00 0. 00 C 

5. 055 1. 00 0. 00 C 

6. 559 1. 00 0. 00 C 

4. 033 1. 00 0. 00 C 

5. 541 1. 00 0. 00 C 
4. 276 1. 00 0. 00 C 



WO 2004/016781 





ATOM 


1017 


H 




ATOM 


1018 


HA 




ATOM 


1019 


1HB 




ATOM 


1020 


2HB 


5 


ATOM 


1021 


HD1 




ATOM 


1022 


HD2 




ATOM 


1023 


HE1 




ATOM 


1024 


HE2 




ATOM 


1025 


HZ 


10 


ATOM 


1026 


N 




ATOM 


1027 


CA 




ATOM 


1028 


C 




ATOM 


1029 


0 




ATOM 


1030 


CB 


15 


ATOM 


1031 


0G1 




ATOM 


1032 


CG2 




ATOM 


1033 


H 




ATOM 


1034 


HA 




ATOM 


1035 


HB 


20 


ATOM 


1036 


HG1 




ATOM 


1037 


1HG2 




ATOM 


1038 


2HG2 




ATOM 


1039 


3HG2 




ATOM 


1040 


N 


25 


ATOM 


1041 


CA 




ATOM 


1042 


C 




ATOM 


1043 


0 




ATOM 


1044 


CB 




ATOM 


1045 


SG 
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PHE A 72156.486 5.982 

PHE A 72155.795 7.110 

PHE A 72154. 212 5. 125 

PHE A 72153. 654 6. 431 

PHE A 72153. 721 6. 142 

PHE A 72154. 517 2. 937 

PHE A 72153. 338 4. 530 

PHE A 72154. 137 1. 319 

PHE A 72153.547 2.115 

THR A 73156.533 4.750 

THR A 73157.409 3.775 

THR A 73156.665 2.470 

THR A 73155.816 2.398 

THR A 73157,964 4.337 

THR A 73157.040 5.231 

THR A 73159.273 5.077 

THR A 73155.738 5.066 

THR A 73158.230 3.576 

THR A 73158.133 3.520 

THR A 73157.405 5.572 

THR A 73159.290 5.554 

THR A 73160. 093 4. 377 

THR A 73159. 369 5. 824 

CYS A 74156. 991 1. 440 

CYS A 74156. 354 0. 138 

CYS A 74157. 390 -0. 982 

CYS A 74158. 591 -0. 728 

CYS A 74155. 323 -0. 083 

CYS A 74153. 706 0. 652 
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5. 455 1. 00 0. 00 H 

8. 068 1. 00 0. 00 H 

8. 375 1. 00 0. 00 H 
7. 333 1. 00 0. 00 H 
4.864- 1.00 0.00 H 
7. 548 1. 00 0. 00 H 
3. 045 1. 00 0. 00 H 
5. 734 1. 00 0. 00 H 
3. 479 1. 00 0. 00 H 

9. 202 1. 00 0. 00 N 

9. 840 1. 00 0. 00 C 
10. 108 1. 00 0. 00 C 

10. 997 1. 00 0. 00 0 

11. 151 1. 00 0. 00 C 
11. 743 1. 00 0. 00 0 

10. 977 1. 00 0. 00 C 
9. 682 1. 00 0. 00 H 
9. 168 1. 00 0. 00 H 

11. 837 1. 00 0. 00 H 

12. 564 1. 00 0. 00 H 

10. 008 1. 00 0. 00 H 

11. 048 1. 00 0. 00 H 
11. 749 1. 00 0. 00 H 

9. 335 1. 00 0. 00 N 
9. 488 1. 00 0. 00 C 
9. 465 1. 00 0. 00 C 
9. 368 1. 00 0. 00 0 
8. 379 1. 00 0. 00 C 
8. 718 1. 00 0. 00 S 
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1046 H CYS A 74157. 676 1. 559 8. 643 1. 00 0. 00 H 

1047 HA CYS A 74155.850 0.125 10.442 1.00 0. 00 H 

1048 1HB CYS A 74155.694 0.350 7.462 1.00 0. 00 H 

1049 2HB CYS A 74155. 180 -1. 144 8. 237 1. 00 0. 00 H 

1050 HG CYS A 74153. 749 1. 078 9. 577 1. 00 0. 00 H 

1051 N ALA A 75156.918 -2.220 9.553 1.00 0. 00 N 

1052 CA ALA A 75157.803 -3.378 9.542 1.00 0. 00 C 

1053 C ALA A 75158.397 -3.602 8.156 1.00 0. 00 C 

1054 0 ALA A 75157.882 -3.095 7.160 1.00 0.00 0 

1055 CB ALA A 75157.053 -4.619 10.004 1.00 0. 00 C 

1056 H ALA A 75155.951 -2.359 9.628 1.00 0. 00 H 

1057 HA ALA A 75158.605 -3.190 10.241 1.00 0. 00 H 

1058 1HB ALA A 75157.153 -4.723 11.074 1.00 0. 00 H 

1059 2HB ALA A 75157.466 -5.490 9.518 1.00 0. 00 H 

1060 3HB ALA A 75156.008 -4.525 9.747 1.00 0. 00 H 

1061 N LEU A 76159.484 -4.366 8.100 1.00 0. 00 N 

1062 CA LEU A 76160.148 -4.658 6.836 1.00 0. 00 C 

1063 C LEU A 76159.378 -5.712 6.046 1.00 0. 00 C 

1064 0 LEU A 76158.795 -6.631 6.623 1.00 0.00 0 

1065 CB LEU A 76161.579 -5.137 7.087 1.00 0. 00 C 

1066 CG LEU A 76162.627 -4.025 7.176 1.00 0. 00 C 

1067 CD 1 LEU A 76163.728 -4.406 8.153 1.00 0. 00 C 

1068 CD2 LEU A 76163.208 -3.731 5.802 1.00 0. 00 C 

1069 H LEU A 76159.846 -4.742 8.929 1.00 0. 00 H 

1070 HA LEU A 76160.179 -3.745 6.259 1.00 0. 00 H 

1071 1HB LEU A 76161.593 -5.692 8.013 1.00 0. 00 H 

1072 2HB LEU A 76161.861 -5.800 6.284 1.00 0. 00 H 

1073 HG LEU A 76162. 155 -3. 124 7. 541 1. 00 0. 00 H 

1074 1HD1 LEU A 76164.661 -3.965 7.834 1.00 0. 00 H 
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ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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ATOM 


1075 2HD1 


LEU A 


76163. 828 


-5. 481 


ATOM 


1076 : 


iHDl 


LEU A 


76163. 476 


-4. 044 


ATOM 


1077 


1HD2 LEU A 


76164. 135 


-4. 272 


ATOM 


1078 2HD2 LEU A 


76163. 395 


-2. 671 


ATOM 


1079 ; 


3HD2 


LEU A 


76162. 508 


-4. 041 


ATOM 


1080 


N 


LYS A 


77159. 379 


-5. 572 


ATOM 


1081 


CA 


LYS A 


77158. 681 


-6. 513 


ATOM 


1082 


C 


LYS A 


77157. 188 


-6. 536 


ATOM 


1083 


0 


LYS A 


77156. 545 


-7. 584 


ATOM 


1084 


CB 


LYS A 


77159. 268 


-7. 917 


ATOM 


1085 


CG 


LYS A 


77160. 742 


-8. 002 


ATOM 


1086 


CD 


LYS A 


77160. 936 


-8. 190 


ATOM 


1087 


CE 


LYS A 


77162. 179 


-7. 470 


ATOM 


1088 


NZ 


LYS A 


77162. 702 


-8. 067 


ATOM 


1089 


H 


LYS A 


77159. 861 


-4. 819 


ATOM 


1090 


HA 


LYS A 


77158. 816 


-6. 185 


ATOM 


1091 


1HB 


LYS A 


77159. 154 


-8. 231 


ATOM 


1092 


2HB 


LYS A 


77158. 722 


-8. 595 


ATOM 


1093 


1HG 


LYS A 


77161. 232 


-7. 089 


ATOM 


1094 


2HG 


LYS A 


77161. 183 


-8. 840 


ATOM 


1095 


1HD 


LYS A 


77161. 036 


-9. 245 


ATOM 


1096 


2HD 


LYS A 


77160. 073 


-7. 799 


ATOM 


1097 


1HE 


LYS A 


77161. 932 


-6. 434 


ATOM 


1098 


2HE 


LYS A 


77162. 943 


-7. 531 


ATOM 


1099 


1HZ 


LYS A 


77162. 608 


-9. 102 


ATOM 


1100 


2HZ 


LYS A 


77163. 706 


-7. 824 


ATOM 


1101 


3HZ 


LYS A 


77162. 168 


-7. 703 


ATOM 


1102 


N 


LYS A 


78156. 643 


-5. 373 


ATOM 


1103 


CA 


LYS A 


78155. 224 


-5. 259 



8. 180 1. 00 0. 00 H 

9. 139 1. 00 0. 00 H 
5. 681 1. 00 0. 00 H 
5. 708 1. 00 0. 00 H 
5. 040 1. 00 0. 00 H 
4. 724 1. 00 0. 00 N 

3. 857 1. 00 0. 00 C 

4. 170 1. 00 0. 00 C 
4. 103 1. 00 0. 00 0 
4. Oil 1. 00 0. 00 C 

3. 648 1. 00 0. 00 C 
2. 152 1. 00 0. 00 C 

1. 656 1. 00 0. 00 C 

0. 396 1. 00 0. 00 N 

4. 324 1. 00 0. 00 H 

2. 837 1. 00 0. 00 H 

5. 038 1. 00 0. 00 H 

3. 373 1. 00 0. 00 H 

3. 952 1. 00 0. 00 H 

4. 168 1. 00 0. 00 H 

1. 942 1. 00 0. 00 H 
1. 634 1. 00 0. 00 H 

1. 478 1. 00 0. 00 H 

2. 418 1. 00 0. 00 H 
0. 425 1. 00 0. 00 H 
0. 274 1. 00 0. 00 H 

-0. 419 1. 00 0. 00 H 

4. 513 1. 00 0. 00 N 

4. 837 1. 00 0. 00 C 
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ATOM 1104 C LYS A 78154.686 -3.886 4.449 1.00 0. 00 C 

ATOM 1105 0 LYS A 78153.863 -3.308 5.158 1.00 0.00 0 

ATOM 1106 CB LYS A 78155.000 -5.505 6.330 1.00 0. 00 C 

ATOM 1107 CG LYS A 78155.513 -6.854 6.809 1.00 0. 00 C 

ATOM 1108 CD LYS A 78155.303 -7.030 8.304 1.00 0. QO C 

ATOM 1109 CE LYS A 78154.065 -7.862 8.598 1.00 0. 00 C 

ATOM 1110 NZ LYS A 78153.334 -7.367 9.797 1.00 0. 00 N 

ATOM 1111 H LYS A 78157.206 -4.572 4.548 1.00 0. 00 H 

ATOM 1112 HA LYS A 78154.695 -6.012 4.274 1.00 0. 00 H 

ATOM 1113 1HB LYS A 78155.507 -4.732 6.890 1.00 0. 00 H 

ATOM 1114 2HB LYS A 78153.942 -5.453 6.537 1.00 0. 00 H 

ATOM 1115 1HG LYS A 78154.984 -7.636 6.285 1.00 0. 00 H 

ATOM 1116 2HG LYS A 78156.570 -6.924 6.592 1.00 0. 00 H 

ATOM 1117 1HD LYS A 78156.165 -7.526 8.723 1.00 0. 00 H 

ATOM 1118 2HD LYS A 78155.188 -6.057 8.759 1.00 0. 00 H 

ATOM 1119 1HE LYS A 78153.407 -7.820 7.743 1.00 0. 00 H 

ATOM 1120 2HE LYS A 78154.367 -8.886 8.768 1.00 0. 00 H 

ATOM 1121 1HZ LYS A 78152.990 -6.399 9.630 1.00 0. 00 H 

ATOM 1122 2HZ LYS A 78153.965 -7.361 10.623 1.00 0. 00 H 

I ATOM 1123 3HZ LYS A 78152.521 -7.982 9.999 1.00 0. 00 H 

ATOM 1124 N ALA A 79155.156 -3.369 3.318 1.00 0. 00 N 

ATOM 1125 CA ALA A 79154.722 -2.064 2.836 1.00 0. 00 C 

ATOM 1126 C ALA A 79154.543 -2.070 1.322 1. 00 0. 00 C 

ATOM 1127 0 ALA A 79155.517 -1.992 0.571 1.00 0.00 0 

i ATOM 1128 CB ALA A 79155.720 -0.992 3.247 1.00 0. 00 C 

ATOM 1129 H ALA A 79155.811 -3.879 2.796 1.00 0. 00 H 

ATOM 1130 HA ALA A 79153.774 -1.837 3.299 1.00 0. 00 H 

ATOM 1131 1HB ALA A 79155.219 -0.036 3.300 1.00 0. 00 H 

ATOM 1132 2HB ALA A 79156.515 -0.941 2.518 1.00 0. 00 H 
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ATOM 


1133 


3HB 


ALA A 


79156. 133 


-1. 237 


4. 214 


1. 00 


0. 00 H 




ATOM 


1134 


N 


LEU A 


80153. 294 


-2. 162 


0. 878 


1. 00 


0. 00 N 




ATOM 


1135 


CA 


LEU A 


80152. 988 


-2. 178 


-0. 548 


1. 00 


0. 00 C 




ATOM 


1136 


C 


LEU A 


80152. 143 


-0. 968 


-0. 936 


1. 00 


0.00 C 


5 


ATOM 


1137 


0 


LEU A 


80150. 992 


-0. 842 


-0. 519 


1. 00 


0. 00 0 




ATOM 


1138 


CB 


LEU A 


80152. 252 


-3. 467 


-0. 919 


1. 00 


0. 00 c 




ATOM 


1139 


CG 


LEU A 


80151. 835 


-3. 574 


-2. 387 


1. 00 


0. 00 C 




ATOM 


1140 


CD1 


LEU A 


80153. 048 


-3. 819 


-3. 270 


1. 00 


0. 00 C 




ATOM 


1141 


CD2 


LEU A 


80150. 809 


-4. 683 


-2. 568 


1. 00 


0. 00 c 


10 


ATOM 


1142 


H 


LEU A 


80152. 561 


-2. 220 


1. 525 


1. 00 


0. 00 H 




ATOM 


1143 


HA 


LEU A 


80153. 922 


-2. 138 


-1. 088 


1. 00 


0. 00 H 




ATOM 


1144 


1HB 


LEU A 


80152. 896 


-4. 303 


-0. 687 


1. 00 


0. 00 H 




ATOM 


1145 


2HB 


LEU A 


80151. 364 


-3. 538 


-0. 309 


1. 00 


0. 00 H 




ATOM 


1146 


HG 


LEU A 


80151. 381 


-2. 644 


-2. 693 


1. 00 


0. 00 H 


15 


ATOM 


1147 


1HD1 


LEU A 


80153. 457 


-2. 872 


-3. 590 


1. 00 


0. 00 H 




ATOM 


1148 


2HD1 


LEU A 


80152.753 


-4. 394 


-4. 136 


1. 00 


0. 00 H 




ATOM 


1149 


3HD1 


LEU A 


80153. 796 


-4. 364 


-2.713 


1. 00 


0. 00 H 




ATOM 


1150 


1HD2 


LEU A 


80150. 935 


-5. 134 


-3. 541 


1. 00 


0. 00 H 




ATOM 


1151 


2HD2 


LEU A 


80149. 814 


-4. 270 


-2. 488 


1. 00 


0. 00 H 


20 


ATOM 


1152 


3HD2 


LEU A 


80150. 950 


-5. 432 


-1. 803 


1. 00 


0. 00 H 




ATOM 


1153 


N 


PHE A 


81152. 723 


-0. 082 


-1. 739 


1. 00 


0. 00 N 




ATOM 


1154 


CA 


PHE A 


81152. 024 


1. 117 


-2. 185 


1. 00 


0. 00 C 




ATOM 


1155 


C 


PHE A 


81151. 158 


0. 819 


-3. 405 


1. 00 


0. 00 C 




ATOM 


1156 


0 


PHE A 


81151. 569 


0. 089 


-4. 307 


1. 00 


0. 00 0 


25 


ATOM 


1157 


CB 


PHE A 


81153. 027 


2. 224 


-2. 515 


1. 00 


0. 00 c 




ATOM 


1158 


CG 


PHE A 


81153. 688 


2. 816 


-1. 303 


1. 00 


0. 00 C 




ATOM 


1159 


CD1 


PHE A 


81153. 308 


4. 060 


-0. 828 


1. 00 


0. 00 C 




ATOM 


1160 


CD 2 


PHE A 


81154. 690 


2. 126 


-0. 639 


1. 00 


0. 00 C 




ATOM 


1161 


CE1 


PHE A 


81153.915 


4. 607 


0. 287 


1. 00 


0. 00 C 
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ATOM 1162 CE2 PHE A 81155.300 2.668 0.477 1.00 0. 00 C 

ATOM 1163 CZ PHE A 81154.912 3.909 0.941 1.00 0. 00 C 

ATOM 1164 H PHE A 81153.643 -0.239 -2.039 1.00 0. 00 H 

ATOM 1165 HA PHE A 81151.388 1.449 -1.379 1.00 0. 00 H 

5 ATOM 1166 1HB PHE A 81153.800 1.822 -3.151 1.00 0. 00 H 

ATOM 1167 2HB PHE A 81152.515 3.020 -3.037 1.00 0. 00 H 

ATOM 1168 HD1 PHE A 81152.527 4.606 -1.338 1.00 0. 00 H 

ATOM 1169 HD2 PHE A 81154.995 1.156 -1.000 1.00 0. 00 H 

ATOM 1170 HE 1 PHE A 81153.609 5.579 0.647 1.00 0. 00 H 

10 ATOM 1171 HE2 PHE A 81156.080 2.121 0.985 1.00 0. 00 H 

ATOM 1172 HZ PHE A 81155.388 4.335 1.812 1.00 0. 00 H 

ATOM 1173 N VAL A 82149.959 1.389 -3.427 1.00 0. 00 N 

ATOM 1174 CA VAL A 82149.035 1.184 -4. 535 1.00 0. 00 C 

ATOM 1175 C VAL A 82148.156 2.412 -4.753 1.00 0. 00 C 

15 ATOM 1176 0 VAL A 82148.101 3.306 -3.909 1.00 0.00 0 

ATOM 1177 CB VAL A 82148.134 -0.041 -4.297 1.00 0. 00 C 

ATOM 1178 CGI VAL A 82148.953 -1.322 -4.333 1.00 0. 00 C 

ATOM 1179 CG2 VAL A 82147.392 0.090 -2.976 1.00 0. 00 C 

ATOM 1180 H VAL A 82149.687 1.962 -2.677 1.00 0. 00 H 

20 ATOM 1181 HA VAL A 82149.619 1.009 -5.427 1.00 0. 00 H 

ATOM 1182 HB VAL A 82147.404 -0.087 -5.093 1.00 0. 00 H 

ATOM 1183 1HG1 VAL A 82148.303 -2.170 -4.174 1.00 0. 00 H 

ATOM 1184 2HG1 VAL A 82149.702 -1.292 -3.555 1.00 0. 00 H 

ATOM 1185 3HG1 VAL A 82149.436 -1.415 -5.295 1.00 0. 00 H 

25 ATOM 1186 1HG2 VAL A 82147.988 -0.338 -2.185 1.00 0. 00 H 

ATOM 1187 2HG2 VAL A 82146.449 -0.432 -3.039 1.00 0. 00 H 

ATOM 1188 3HG2 VAL A 82147.212 1.134 -2.767 1.00 0. 00 H 

ATOM 1189 N LYS A 83147.471 2.448 -5.891 1.00 0. 00 N 

ATOM 1190 CA LYS A 83146.594 3.565 -6.221 1.00 0. 00 C 



WO 2004/016781 

' 501 





ATOM 


1191 


C 


LYS A 


83145. 381 


3. 596 




ATOM 


1192 


0 


LYS A 


83144. 624 


2. 629 




ATOM 


1193 


CB 


LYS A 


83146. 139 


3. 470 




ATOM 


1194 


CG 


LYS A 


83147. 278 


3. 584 


5 


ATOM 


1195 


CD 


LYS A 


83146. 839 


3. 163 




ATOM 


1196 


CE 


LYS A 


83147. 457 


4. 048 




ATOM 


1197 


NZ 


LYS A 


83147. 818 


3. 274 




ATOM 


1198 


H 


LYS A 


83147. 557 


1. 704 




ATOM 


1199 


HA 


LYS A 


83147. 155 


4. 478 


10 


ATOM 


1200 


1HB 


LYS A 


83145. 649 


2. 520 




ATOM 


1201 


2HB 


LYS A 


83145. 434 


4. 265 




ATOM 


1202 


1HG 


LYS A 


83147. 612 


4. 610 




ATOM 


1203 


2HG 


LYS A 


83148. 090 


2. 948 




ATOM 


1204 


1HD 


LYS A 


83147. 145 


2. 142 


15 


ATOM 


1205 


2HD 


LYS A 


83145. 763 


3. 233 




ATOM 


1206 


1HE 


LYS A 


83146. 748 


4. 815 




ATOM 


1207 


2HE 


LYS A 


83148. 348 


4. 506 




ATOM 


1208 


1HZ 


LYS A 


83148. 624 


3. 721 




ATOM 


1209 


2HZ 


LYS A 


83147. Oil 


3. 243 


20 


ATOM 


1210 


3HZ 


LYS A 


83148. 078 


2. 300 




ATOM 


1211 


N 


LEU A 


84145. 203 


4. 715 




ATOM 


1212 


CA 


LEU A 


84144. 082 


4. 880 




ATOM 


1213 


C 


LEU A 


84142. 752 


4. 717 




ATOM 


1214 


0 


LEU A 


84141. 808 


4. 136 


25 


ATOM 


1215 


CB 


LEU A 


84144. 149 


6. 254 




ATOM 


1216 


CG 


LEU A 


84142.966 


6. 592 




ATOM 


1217 


CD1 LEU A 


84143. 161 


5. 981 




ATOM 


1218 


CD2 LEU A 


84142. 791 


8. 100 




ATOM 


1219 


H 


LEU A 


84145. 841 


5. 450 
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-5. 299 1. 00 0. 00 C 

-5. 217 1. 00 0. 00 0 

-7. 679 1. 00 0. 00 C 

-8. 680 1. 00 0. 00 C 

10. 073 1. 00 0. 00 C 

11. 143 1. 00 0. 00 C 

12. 363 1. 00 0. 00 N 
-6. 524 1. 00 0. 00 H 
-6. 087 1. 00 0. 00 H 
-7. 830 1. 00 0. 00 H 
-7. 876 1. 00 0. 00 H 
-8. 714 1. 00 0. 00 H 
-8. 359 1. 00 0. 00 H 
•10. 243 1. 00 0. 00 H 
-10. 137 1. 00 0. 00 H 
-11. 411 1. 00 0. 00 H 
-10. 741 1. 00 0. 00 H 
-12. 844 1. 00 0. 00 H 
-13. 018 1. 00 0. 00 H 
-12. 105 1. 00 0. 00 H 
-4. 606 1. 00 0. 00 N 
-3. 689 1. 00 0. 00 C 
-4. 418 1. 00 0. 00 C 
-3. 885 1. 00 0. 00 0 
-3. 018 1. 00 0. 00 C 
-2. 109 1. 00 0. 00 C 
-0. 730 1. 00 0. 00 C 
-2. 004 1. 00 0. 00 C 
-4.716 1.00 0. 00 H 
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ATOM 1220 HA LEU A 84144.160 4.115 -2.931 1.00 0. 00 H 

ATOM 1221 1HB LEU A 84145.054 6.300 -2.429 1.00 0. 00 H 

ATOM 1222 2HB LEU A 84144.206 7.004 -3.793 1.00 0. 00 H 

ATOM 1223 HG LEU A 84142. 063 6. 179 -2. 533 1. 00 0. 00 H 

5 ATOM 1224 1HD1 LEU A 84142. 445 6. 406 -0. 043 1. 00 0. 00 H 

ATOM 1225 2HD1 LEU A 84144. 162 6. 188 -0. 382 1. 00 0. 00 H 

ATOM 1226 3HD1 LEU A 84143. 014 4. 912 -0. 787 1. 00 0. 00 H 

ATOM 1227 1HD2 LEU A 84142.772 8.530 -2.995 1.00 0. 00 H 

ATOM 1228 2HD2 LEU A 84143.614 8.521 -1.445 1.00 0. 00 H 

10 ATOM 1229 3HD2 LEU A 84141.863 8.321 -1.498 1.00 0. 00 H 

ATOM 1230 N LYS A 85142.688 5.234 -5.641 1.00 0. 00 N 

ATOM 1231 CA LYS A 85141.474 5.146 -6.444 1.00 0. 00 C 

ATOM 1232 C LYS A 85141. 139 3. 693 -6. 773 1. 00 0. 00 C 

ATOM 1233 0 LYS A 85139.984 3.356 -7.028 1.00 0.00 0 

15 ATOM 1234 CB LYS A 85141. 633 5. 950 -7. 735 1. 00 0. 00 C 

ATOM 1235 CG LYS A 85142.797 5.492 -8.599 1.00 0. 00 C 

ATOM 1236 CD LYS A 85143.178 6.548 -9.624 1.00 0. 00 C 

ATOM 1237 CE LYS A 85144.685 6. 620 -9.814 1.00 0. 00 C 

ATOM 1238 NZ LYS A 85145.077 7.728 -10.729 1.00 0. 00 N 

20 ATOM 1239 H LYS A 85143.474 5.685 -6.012 1.00 0. 00 H 

ATOM 1240 HA LYS A ' 85140. 664 5.566 -5.867 1.00 0. 00 H 

ATOM 1241 1HB LYS A 85140.726 5.860 -8.316 1.00 0. 00 H 

ATOM 1242 2HB LYS A 85141.786 6.989 -7.483 1.00 0. 00 H 

ATOM 1243 1HG LYS A 85143.648 5.297 -7.964 1.00 0. 00 H 

25 ATOM 1244 2HG LYS A 85142.515 4.586 -9.115 1.00 0. 00 H 

ATOM 1245 1HD LYS A 85142.718 6.301 -10.569 1.00 0. 00 H 

ATOM 1246 2HD LYS A 85142.820 7.509 -9.287 1.00 0. 00 H 

ATOM 1247 1HE LYS A 85145.149 6.779 -8.852 1.00 0. 00 H 

ATOM 1248 2HE LYS A 85145.028 5.683 -10.228 1.00 0. 00 H 
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ATOM 


1249 


1HZ 


LYS A 


85146. 064 


8. 004 




ATOM 


1250 


2HZ 


LYS A 


85144. 465 


8. 553 




ATOM 


1251 


3HZ 


LYS A 


85144. 984 


7. 423 




ATOM 


1252 


N 


SER A 


86142. 158 


2. 837 


5 


ATOM 


1253 


CA 


SER A 


86141. 968 


1. 423 




ATOM 


1254 


C 


SER A 


86141. 945 


0. 594 




ATOM 


1255 


0 


SER A 


86142. 403 


-0. 548 




ATOM 


1256 


CB 


SER A 


86143. 077 


0. 922 




ATOM 


1257 


OG 


SER A 


86143. 061 


1. 613 


10 


ATOM 


1258 


H 


SER A 


86143. 057 


3. 164 




ATOM 


1259 


HA 


SER A 


86141. 017 


1. 314 




ATOM 


1260 


1HB 


SER A 


86144. 035 


1. 078 




ATOM 


1261 


2HB 


SER A 


86142. 936 


-0. 133 




ATOM 


1262 


HG 


SER A 


86142. 156 


1. 684 


15 


ATOM 


1263 


N 


CYS A 


87141. 410 


1. 178 




ATOM 


1264 


CA 


CYS A 


87141. 328 


0. 494 




ATOM 


1265 


C 


CYS A 


87139. 877 


. 0. 215 




ATOM 


1266 


0 


CYS A 


87138. 984 


1. 005 




ATOM 


1267 


CB 


CYS A 


87141. 999 


1. 331 


20 


ATOM 


1268 


SG 


CYS A 


87143. 804 


1. 366 




ATOM 


1269 


H 


CYS A 


87141. 062 


2. 090 




ATOM 


1270 


HA 


CYS A 


87141. 851 


-0. 446 




ATOM 


1271 


1HB 


CYS A 


87141. 648 


2. 350 




ATOM 


1272 


2HB 


CYS A 


87141. 730 


0. 931 


25 


ATOM 


1273 


HG 


CYS A 


87144. 150 


1. 419 




ATOM 


1274 


N 


ARG A 


88139. 650 


-0. 912 




ATOM 


1275 


CA 


ARG A 


88138. 306 


-1. 294 




ATOM 


1276 


C 


ARG A 


88138. 213 


-1. 371 




ATOM 


1277 


0 


ARG A 


88139. 151 


-1. 815 
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10. 553 1. 00 0. 00 H 

10. 574 1. 00 0. 00 H 

11.719 1.00 0.00 H 

-6. 765 1. 00 0. 00 N 

-7. 064 1. 00 0. 00 C 

-5. 782 1. 00 0. 00 C 

-5. 762 1. 00 0. 00 0 

-7. 990 1. 00 0. 00 C 

-9. 227 1. 00 0. 00 0 

-6. 555 1. 00 0. 00 H 

-7. 563 1. 00 0. 00 H 

-7.518 1.00 0. 00 H 

-8. 178 1. 00 0. 00 H 

-9. 542 1. 00 0. 00 H 

-4. 715 1. 00 0. 00 N 

-3. 430 1. 00 0. 00 C 

-3. 053 1. 00 0. 00 C 

-3. 360 1. 00 0. 00 0 

-2. 340 1. 00 0. 00 C 

-2. 440 1. 00 0. 00 S 

-4. 794 1. 00 0. 00 H 

-3. 521 1. 00 0. 00 H 

-2.411 1.00 0. 00 H 

-1. 372 1. 00 0. 00 H 

-1.547 1.00 O.OOH 

-2. 386 1. 00 0. 00 N 

-1. 967 1. 00 0. 00 C 

-0. 443 1. 00 0. 00 C 

0. 220 1. 00 0. 00 0 
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ATOM 


1278 


CB 


ARG A 


88137. 922 


-2. 641 




ATOM 


1279 


CG 


ARG A 


88137. 196 


-2. 517 




ATOM 


1280 


CD 


ARG A 


88135. 691 


-2. 650 




ATOM 


1281 


NE 


ARG A 


88135. 014 


-2. 887 


5 


ATOM 


1282 


CZ 


ARG A 


88135. 048 


-4. 047 




ATOM 


1283 


NH1 


ARG A 


88135. 722 


-5. 076 




ATOM 


1284 


NH2 ARG A 


88134. 404 


-4. 178 




ATOM 


1285 


H 


ARG A 


88140. 403 


-1. 499 




ATOM 


1286 


HA 


ARG A 


88137. 622 


-0. 538 


10 


ATOM 


1287 


1HB 


ARG A 


88138. 819 


-3. 221 




ATOM 


1288 


2HB 


ARG A 


88137. 278 


-3. 168 




ATOM 


1289 


1HG 


ARG A 


88137. 415 


-1. 551 




ATOM 


1290 


2HG 


ARG A 


88137. 545 


-3. 296 




ATOM 


1291 


1HD 


ARG A 


88135. 489 


-3. 478 


15 


ATOM 


1292 


2HD 


ARG A 


88135. 310 


-1. 739 




ATOM 


1293 


HE 


ARG A 


88134. 509 


-2. 143 




ATOM 


1294 


1HH1 


ARG A 


88136. 210 


-4. 985 




ATOM 


1295 


2HH1 


ARG A 


88135. 743 


-5. 945 




ATOM 


1296 


1HH2 


ARG A 


88133. 894 


-3. 405 


20 


ATOM 


1297 


2HH2 


ARG A 


88134. 428 


-5. 048 




ATOM 


1298 


N 


PRO A 


89137.078 


-0. 939 




ATOM 


1299 


CA 


PRO A 


89136. 874 


-0. 966 




ATOM 


1300 


C 


PRO A 


89137. 102 


-2. 352 




ATOM 


1301 


0 


PRO A 


89136. 511 


-3. 334 


25 


ATOM 


1302 


CB 


PRO A 


89135. 410 


-0. 549 




ATOM 


1303 


CG 


PRO A 


89135. 090 


0. 225 




ATOM 


1304 


CD 


PRO A 


89135. 907 


-0. 394 




ATOM 


1305 


HA 


PRO A 


89137. 513 


-0. 254 




ATOM 


1306 


1HB 


PRO A 


89134. 791 


-1. 430 
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2. 582 1. 00 0. 00 C 

3. 912 1. 00 0.00 C 
3. 741 1. 00 0. 00 C 
5. 014 1. 00 0. 00 N 
•5. 667 1. 00 0. 00 C 
•5. 171 1.00 0.00 N 
-6. 818 1. 00 0. 00 N 
■2. 170 1. 00 0. 00 H 
-2.321 1.00 0. 00 H 
-2. 738 1. 00 0. 00 H 
-1.893 1.00 0.00 H 
-4. 342 1. 00 0. 00 H 
-4. 575 1. 00 0. 00 H 
-3. 078 1. 00 0. 00 H 
-3. 305 1. 00 0. 00 H 
-5. 402 1. 00 0. 00 H 
-4. 303 1. 00 0. 00 H 
-5. 665 1. 00 0. 00 H 
-7. 196 1. 00 0. 00 H 
-7. 309 1. 00 0. 00 H 

0. 135 1. 00 0. 00 N 

1. 588 1. 00 0. 00 C 

2. 179 1. 00 0. 00 C 
1. 728 1. 00 0. 00 0 

1. 755 1. 00 0. 00 C 

0. 523 1. 00 0. 00 C 
-0. 577 1. 00 0. 00 C 

2. 089 1. 00 0. 00 H 

1. 841 1. 00 0. 00 H 
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'* 505 





ATOM 


1307 : 


2HB 


PRO A 


89135. 305 


0. 060 




ATOM 


1308 


1HG 


PRO A 


89134. 037 


0. 140 




ATOM 


1309 


2HG 


PRO A 


89135. 366 


l. 260 




ATOM 


1310 


1HD 


PRO A 


89135. 351 


-l. 180 


5 


ATOM 


1311 


2HD 


PRO A 


89136. 206 


0. 358 




ATOM 


1312 


N 


ASP A 


90137. 960 


-2. 426 




ATOM 


1313 


CA 


ASP A 


90138. 264 


-3. 694 




ATOM 


1314 


C 


ASP A 


90137. 542 


-3. 802 




ATOM 


1315 


0 


ASP A 


90137. 962 


-3. 209 


10 


ATOM 


1316 


CB 


ASP A 


90139. 773 


-3. 835 




ATOM 


1317 


CG 


ASP A 


90140. 201 


-5. 279 




ATOM 


1318 


0D1 


ASP A 


90140. 849 


-5. 592 




ATOM 


1319 


0D2 ASP A 


90139. 886 


-6. 098 




ATOM 


1320 


H 


ASP A 


90138. 399 


-l. 609 


15 


ATOM 


1321 


HA 


ASP A 


90137. 923 


-4. 488 




ATOM 


1322 


1HB 


ASP A 


90140. 288 


-3. 423 




ATOM 


1323 


2HB 


ASP A 


90140. 061 


-3. 287 




ATOM 


1324 


N 


SER A 


91136. 454 


-4. 564 




ATOM 


1325 


CA 


SER A 


91135. 673 


-4. 75 1 


20 


ATOM 


1326 


C 


SER A 


91136. 034 


-6. 066 




ATOM 


1327 


0 


SER A 


91135. 196 


-6. 689 




ATOM 


1328 


CB 


SER A 


91134. 177 


-4. 723 




ATOM 


1329 


OG 


SER A 


91133. 431 


-4. 222 




ATOM 


1330 


H 


SER A 


91136. 168 


-5. 012 


25 


ATOM 


1331 


HA 


SER A 


91135. 904 


-3. 937 




ATOM 


1332 


1HB 


SER A 


91134. 005 


-4. 088 




ATOM 


1333 


2HB 


SER A 


91133. 841 


-5. 725 




ATOM 


1334 


HG 


SER A 


91133. 583 


-3. 278 




ATOM 


1335 


N 


ARG A 


92137.285 


-6. 486 
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2. 641 l. 00 0. 00 H 
0. 301 l. 00 0. 00 H 
0. 658 l. 00 0. 00 H 
■l. 064 l. 00 0. 00 H 
•l. 292 l. 00 0. 00 H 

3. 190 l. 00 0. 00 N 

3. 844 l. 00 0. 00 C 

5. 183 l. 00 0. 00 C 

6. 176 l. 00 0. 00 0 

4. 052 l. 00 0. 00 C 

4. 220 l. 00 0. 00 C 

5. 241 l. 00 0. 00 0 
3. 331 l. 00 0. 00 0 
3. 505 l. 00 0. 00 H 
3. 199 l. 00 0. 00 H 

3. 197 l. 00 0. 00 H 

4. 937 l. 00 0. 00 H 

5. 202 l. 00 0. 00 N 

6. 420 l. 00 0. 00 C 

7. I0l l. 00 0. 00 C 
7. 753 l. 00 0. 00 0 

6. I0l l. 00 0. 00 C 

7. 197 l. 00 0. 00 0 
4. 378 l. 00 0. 00 H 
7. 090 l. 00 0. 00 H 
5.245 l. 00 0. 00 H 
5. 881 l. 00 O.OOH 
7.284 l. 00 O.OOH 
6. 944 l. 00 0. 00 N 
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ATOM 

ATOM 

ATOM 

ATOM 
5 ATOM 

ATOM 

ATOM 

ATOM 

ATOM 
10 ATOM 

ATOM 

ATOM 

ATOM 

ATOM 
15 ATOM 

ATOM 

ATOM 

ATOM 

ATOM 
20 ATOM 

ATOM 

ATOM 

ATOM 

ATOM 
25 ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



506 

92137.756 -7.728 
92137.792 -7.619 
92137.609 -8.610 
92139.148 -8.079 
92139. 143 -8. 589 
92139. 469 -10. 073 
92138. 336 -10. 902 

92138. 226 -12. 197 

92139. 176 -12. 813 
92137. 162 -12. 877 
92137.907 -5.946 
92137.067 -8.511 
92139. 770 -7. 197 
92139. 579 -8.843 
92138.163 -8.427 
92139.879 -8.040 

92139. 739 -10. 322 

92140. 303 -10. 275 
92137. 620 -10.471 
92139. 980 -12. 307 
92139. 088 -13. 787 
92136.443 -12.418 
92137. 079 -13. 850 
93138.031 -6.410 
93138. 092 -6. 172 
93136. 976 -5.233 
93137.114 -4.519 
93139.451 -5.583 
93140.586 -6.559 
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7. 544 1. 00 0. 00 C 

9. 064 1. 00 0. 00 C 

9. 772 1. 00 0. 00 0 
7. 013 1. 00 0. 00 C 
5. 580 1. 00 0. 00 C 
5. 512 1. 00 0. 00 C 
5. 917 1. 00 0. 00 N 

5. 630 1. 00 0. 00 C 

4. 938 1. 00 0. 00 N 

6. 034 1. 00 0. 00 N 

6. 412 1. 00 0. 00 H 

7. 267 1. 00 0. 00 H 
7. 057 1. 00 0. 00 H 
7. 644 1. 00 0. 00 H 

5. 155 1. 00 0. 00 H 

5. 012 1. 00 0. 00 H 
4. 497 1. 00 0. 00 H 

6. 167 1. 00 0. 00 H 
6. 430 1. 00 0. 00 H 

4. 629 1. 00 0. 00 H 
4.725 1.00 O.OOH 
6. 556 1. 00 0. 00 H 

5. 819 1. 00 0. 00 H 
9. 561 1. 00 0. 00 N 

10. 999 1. 00 0. 00 C 
11.447 1.00 0.00 C 
12. 440 1. 00 0. 00 0 

11. 381 1. 00 0. 00 C 
11. 253 1. 00 0. 00 C 



1336 


CA 


ARG A 


1337 


C 


ARG A 


1338 


0 


ARG A 


1339 


CB 


ARG A 


1340 


CG 


ARG A 


1341 


CD 


ARG A 


1342 


NE 


ARG A 


1343 


CZ 


ARG A 


1344 


NH1 


ARG A 


1345 


NH2 


ARG A 


1346 


H 


ARG A 


1347 


HA 


ARG A 


1348 


1HB 


ARG A 


1349 


2HB 


ARG A 


1350 


1HG 


ARG A 


1351 


2HG 


ARG A 


1352 


1HD 


ARG A 


1353 


2HD 


ARG A 


1354 


HE 


ARG A 


1355 


1HH1 


ARG A 


1356 


2HH1 


ARG A 


1357 


1HH2 ARG A 


1358 2HH2 ARG A 


1359 


N 


PHE A 


1360 


CA 


PHE A 


1361 


C 


PHE A 


1362 


0 


PHE A 


1363 


CB 


PHE A 


1364 


CG 


PHE A 
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ATOM 1365 CD1 PHE A 93140.898 -7.122 10.026 1.00 0. 00 C 

ATOM 1366 CD2 PHE A 93141.340 -6.914 12.361 1.00 0. 00 C 

ATOM 1367 CE1 PHE A 93141.942 -8.020 9.905 1.00 0. 00 C 

ATOM 1368 CE2 PHE A 93142.385 -7.811 12.246 1.00 0. 00 C 

5 ATOM 1369 CZ PHE A 93142.686 -8.365 11.017 1.00 0. 00 C 

ATOM 1370 H PHE A 93138.170 -5.659 8.947 1.00 0. 00 H 

ATOM 1371 HA PHE A 93137.968 -7.122 11.497 1.00 0. 00 H 

ATOM 1372 1HB PHE A 93139.664 -4.741 10.740 1.00 0. 00 H 

ATOM 1373 2HB PHE A 93139.413 -5.248 12.407 1.00 0. 00 H 

10 ATOM 1374 HD1 PHE A 93140.317 -6.853 9.156 1.00 0. 00 H 

ATOM 1375 HD2 PHE A 93141.105 -6.482 13.322 1.00 0. 00 H 

ATOM 1376 HE 1 PHE A 93142.175 -8.451 8.944 1.00 0. 00 H 

ATOM 1377 HE2 PHE A 93142.965 -8. 079 13.117 1.00 0. 00 H 

ATOM 1378 HZ PHE A 93143.502 -9.066 10.925 1.00 0. 00 H 

15 ATOM 1379 N ALA A 94135.869 -5.238 10.710 1.00 0. 00 N 

ATOM 1380 CA ALA A 94134.732 -4.386 11.038 1.00 0. 00 C 

ATOM 1381 C ALA A 94133.628 -5.181 11.726 1.00 0. 00 C 

ATOM 1382 0 ALA A 94133.159 -6.193 11.204 1.00 0.00 0 

ATOM 1383 CB ALA A 94134.197 -3.716 9.780 1.00 0. 00 C 

20 ATOM 1384 H ALA A 94135.814 -5.829 9.930 1.00 0. 00 H 

ATOM 1385 HA ALA A 94135.077 -3.614 11.709 1.00 0. 00 H 

ATOM 1386 1HB ALA A 94133. 322 -4. 246 9. 434 1. 00 0. 00 H 

ATOM 1387 2HB ALA A 94134. 956 -3. 732 9. 013 1. 00 0. 00 H 

ATOM 1388 3HB ALA A 94133. 932 -2. 693 10. 004 1. 00 0. 00 H 

25 ATOM 1389 N SERA 95133.216 -4.717 12.902 1.00 0. 00 N 

ATOM 1390 CA SERA 95132.167 -5.384 13.663 1.00 0. 00 C 

ATOM 1391 C SERA 95130.804 -4.767 13.363 1.00 0. 00 C 

ATOM 1392 0 SERA 95130.659 -3.546 13.331 1.00 0.00 0 

ATOM 1393 CB SERA 95132.460 -5.298 15.162 1.00 0. 00 C 
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ATOM 


1394 


OG 


SER A 


95133. 403 


-6. 280 


15. 554 


1. 00 


A A A A 

0. 00 0 




ATOM 


1395 


H 


SER A 


95133. 629 


-3. 905 


13. 266 


■i A A 

1. 00 


A A A TT 

0. 00 H 




ATOM 


1396 


HA 


SER A 


95132. 152 


-6. 422 


13. 366 


■i a A 

1. 00 


A A A TT 

0. 00 H 




ATOM 


1397 


1HB 


SER A 


95132. 860 


-4. 322 


15. 392 


1. 00 


A A A TT 

0. 00 H 


5 


ATOM 


1398 


2HB 


SER A 


95131. 546 


-5. 452 


15. 714 


1. 00 


0. 00 H 




ATOM 


1399 


HG 


SER A 


95132. 941 


-7. 050 


15. 894 


1. 00 


0. 00 H 




ATOM 


1400 


N 


LEU A 


96129. 809 


-5. 620 


13. 143 


1. 00 


0. 00 N 




ATOM 


1401 


CA 


LEU A 


96128. 459 


-5. 157 


12. 847 


1. 00 


0. 00 C 




ATOM 


1402 


C 


LEU A 


96127. 448 


-6. 288 


13. 000 


1. 00 


0. 00 c 


10 


ATOM 


1403 


0 


LEU A 


96127. 601 


-7. 357 


12. 405 


1. 00 


0. 00 0 




ATOM 


1404 


CB 


LEU A 


96128. 394 


-4. 589 


11. 428 


1. 00 


0. 00 c 




ATOM 


1405 


CG 


LEU A 


96127. 019 


-4. 076 


10. 997 


1. 00 


0. 00 c 




ATOM 


1406 


CD1 LEU A 


96126. 635 


-2. 843 


11. 801 


1. 00 


0. 00 c 




ATOM 


1407 


CD2 LEU A 


96127. 009 


-3. 769 


9. 507 


1. 00 


0. 00 c 


15 


ATOM 


1408 


H 


LEU A 


96129. 987 


-6. 583 


13. 183 


1. 00 


0. 00 H 




ATOM 


1409 


HA 


LEU A 


96128. 215 


-4. 375 


13. 549 


1. 00 


0. 00 H 




ATOM 


1410 


1HB 


LEU A 


96129. 099 


-3. 773 


11. 358 


1. 00 


0. 00 H 




ATOM 


1411 


2HB 


LEU A 


96128. 696 


-5. 363 


10. 738 


1. 00 


0. 00 H 




ATOM 


1412 


HG 


LEU A 


96126. 281 


-4. 841 


11. 187 


1. 00 


0. 00 H 


20 


ATOM 


1413 


1HD1 LEU A 


96126. 375 


-3. 136 


12. 807 


1. 00 


0. 00 H 




ATOM 


1414 


2HD1 


LEU A 


96125. 788 


-2. 360 


11. 336 


1. 00 


0. 00 H 




ATOM 


1415 


3HD1 LEU A 


96127. 468 


-2. 157 


11. 829 


1. 00 


0. 00 H 




ATOM 


1416 


1HD2 LEU A 


96127. 887 


-3. 195 


9. 252 


1. 00 


0. 00 H 




ATOM 


1417 


2HD2 LEU A 


96126. 124 


-3. 200 


9. 263 


t a a 

1. 00 


0. 00 H 


25 


ATOM 


1418 


3HD2 LEU A 


96127. 008 


-4. 693 


8. 949 


1. 00 


0. 00 H 




ATOM 


1419 


N 


GLN A 


97126. 414 


-6. 047 


13. 800 


1. 00 


0. 00 N 




ATOM 


1420 


CA 


GLN A 


97125. 375 


-7. 044 


14. 031 


1. 00 


0. 00 C 




ATOM 


1421 


C 


GLN A 


97124. 046 


-6. 595 


13. 432 


1. 00 


0. 00 C 




ATOM 


1422 


0 


GLN A 


97123. 770 


-5. 398 


13. 339 


1. 00 


0. 00 0 



WO 2004/016781 
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ATOM 


1423 


CB 


GLN A 


97125. 212 


-7. 303 




ATOM 


1424 


CG 


GLN A 


97126. 300 


-8. 185 




ATOM 


1425 


CD 


GLN A 


97126. 152 


-9. 640 




ATOM 


1426 


0E1 


GLN A 


97125. 213 


-10. 317 


5 


ATOM 


1427 


NE2 


GLN A 


97127. 077 


-10. 129 




ATOM 


1428 


H 


GLN A 


97126. 347 


-5. 176 




ATOM 


1429 


HA 


GLN A 


97125. 682 


-7. 961 




ATOM 


1430 


1HB 


GLN A 


97125. 225 


-6. 356 




ATOM 


1431 


2HB 


GLN A 


97124. 259 


-7. 784 


10 


ATOM 


1432 


1HG 


GLN A 


97127. 260 


-7. 830 




ATOM 


1433 


2HG 


GLN A 


97126. 260 


-8. 115 




ATOM 


1434 


1HE2 


GLN A 


97127. 796 


-9. 531 




ATOM 


1435 


2HE2 


GLN A 


97127. 005 


-11.066 




ATOM 


1436 


N 


PRO A 


98123. 198 


-7. 552 


15 


ATOM 


1437 


CA 


PRO A 


98121. 892 


-7. 248 




ATOM 


1438 


C 


PRO A 


98121. 064 


-6. 310 




ATOM 


1439 


0 


PRO A 


98121. 520 


-5. 859 




ATOM 


1440 


CB 


PRO A 


98121. 218 


-8. 617 




ATOM 


1441 


CG 


PRO A 


98122. 345 


-9. 589 


20 


ATOM 


1442 


CD 


PRO A 


98123. 448 


-9. 004 




ATOM 


1443 


HA 


PRO A 


98121. 996 


-6. 819 




ATOM 


1444 


1HB 


PRO A 


98120. 603 


-8. 785 




ATOM 


1445 


2HB 


PRO A 


98120. 610 


-8. 657 




ATOM 


1446 


1HG 


PRO A 


98122. 033 


-10. 541 


25 


ATOM 


1447 


2HG 


PRO A 


98122. 671 


-9. 702 




ATOM 


1448 


1HD 


PRO A 


98123. 376 


-9. 356 




ATOM 


1449 


2HD 


PRO A 


98124. 412 


-9. 251 




ATOM 


1450 


N 


SER A 


99119. 844 


-6. 023 




ATOM 


1451 


CA 


SER A 


99118. 951 


-5. 140 
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15.529 1.00 0.00 C 

16. 117 1.00 0. 00 C 

15. 720 1. 00 0. 00 C 

16. 141 1.00 0.00 0 
14. 903 1. 00 0. 00 N 

14. 244 1. 00 0. 00 H 

13. 548 1. 00 0. 00 H 

16. 050 1. 00 0. 00 H 

15. 699 1. 00 0. 00 H 
15. 771 1. 00 0. 00 H 

17. 196 1. 00 0. 00 H 

14. 608 1. 00 0. 00 H 
14. 630 1. 00 0. 00 H 
13.015 1.00 0. 00 N 

12. 423 1. 00 0. 00 C 

13. 296 1. 00 0. 00 C 

14. 346 1. 00 0. 00 0 
12. 320 1.00 0. 00 C 

12. 252 1. 00 0. 00 C 

13. 089 1. 00 0. 00 C 
11.436 1.00 0. 00 H 

13. 193 1. 00 0. 00 H 
11.430 1.00 0. 00 H 
12. 655 1. 00 0. 00 H 
11.228 1.00 0. 00 H 

14. 108 1. 00 0. 00 H 
12. 670 1. 00 0. 00 H 

12. 855 1. 00 0. 00 N 

13. 597 1. 00 0. 00 C 
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c 
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A TAHf 

ATOM 
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1453 
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C 007 
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O 00 ft 
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A TAHi 

ATOM 


1 A C A 

1454 
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CCD A 

SfcR A 
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-4. UDo 


1 9 7C 
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1455 


OG 


SER A 


nni to o o t 

99118. 327 


A C 1 O 

-4. olZ 


1 1 999 

1 1. 666 


1 Oft 

1. uu 


O OO ft 

u. uu u 


5 


ATOM 


1 A C t* 

1456 


TT 

H 


SER A 


nni 1 n roc 

99 1 19. 535 


C A 1 A 

-b. 414 


10 O 1 1 

12. Oil 


1 oo 

1. uu 


o oo u 
U. UU li 




ATOM 


1 a r* n 

1457 


TT A 

HA 


SER A 


nni m cot 

99H9. 527 


y| CCO 

-4. faby 


1 vl OTO 

14. 3(9 


1 oo 
1. UU 


O OO TJ 

U. UU li 




A ItAlf 

ATOM 


1458 


4 TTT"I 

1HB 


OT»TI A 

SER A 


n n 1 i t nnn 

99117. 390 


-3. Of 


1 O O07 

12. 99/ 


1 oo 
1. UU 


0 oo u 
U. UU a 




A TAlf 

ATOM 


1459 


ft TTTl 

2HB 


SER A 


nn ii ft non 

99119. 020 


0 10/1 

-3. 184 


10 7 17 

12. 7 1 ( 


1 oo 
1. UU 


0 oo u 
U. UU li 




ATOM 


t A ft ft 

1460 


HG 


SER A 


nni 1 o A 1 ft 

99 1 18. 412 


o n a a 

-3. 7b4 


in non 

10. 737 


1 oo 

1. 00 


o oo u 
U. UU H 


10 


ATOM 


1461 


N 


AT \T A 

GLY A 


100116. 966 


C CIO 

-6. o 19 


lO O A O 

13. 393 


1 oo 

1. uu 


O OHM 

0. UU N 




ATOM 


1462 


CA 


GLY A 


-i n n 1 1 r* n /J ft 

100H5. 846 


rj O A O 

-7. 293 


1ft O A O 

13. 892 


1 A A 

1. UU 


n on p 
U. UU I 




ATOM 


1463 


C 


GLY A 


1 ft ft 1 i a r* ft a 

100114. 524 


n c <? c 

-6. 565 


1 O T A O 

13. 742 


1 A A 

1. 00 


n nn r 
0. 00 L 




ATOM 


1464 


0 


GLY A 


1 f\ rv 1 1 A 1 A A 

100H4. 144 


r too 

-5. 782 


1/1 P1 o 

14. 613 


1 A A 

1. 00 


n n n n 

0. 00 0 
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1465 


H 


GLY A 


1 r\ n 1 1 **7 i a*7 

100117. 107 


A i< ft ft 

-6. 428 


1 O A O T 

12. 427 


1 A A 

1. 00 


A A A TJ 
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1466 


1HA 


GLY A 


100115. 796 


o ooc 

-8. 225 


1 O O yl T 

13. 347 


1 A A 
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n nn tj 
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1467 
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ATOM 1510 1HA GLY A 104110. 529 -4.941 21.743 1.00 0. 00 H 

ATOM 1511 2HA GLY A 104110. 379 -6.691 21.815 1.00 0. 00 H 

TER 1512 GLY A 104 
ENDMDL 

5 

iLfcmmmmm 1 o 

ATOM 1 N GLY A 1132.485 -2.135 -14.848 1.00 0. 00 N 

ATOM 2 CA GLY A 1133.474 -2.831 -13.979 1.00 0. 00 C 

ATOM 3 C GLY A 1133.260 -2.538 -12.507 1.00 0. 00 C 

10 ATOM 4 0 GLY A 1133.286 -3.446 -11.676 1.00 0.00 0 

ATOM 5 1H GLY A 1132.906 -1.268 -15.244 1.00 0. 00 H 

ATOM 6 2H GLY A 1131.643 -1.877 -14.296 1.00 0. 00 H 

ATOM 7 3H GLY A 1132.197 -2.756 -15.631 1.00 0. 00 H 

ATOM 8 1HA GLY A 1133.389 -3.896 -14. 138 1.00 0.00 H 

15 ATOM 9 2HA GLY A 1134.468 -2.515 -14.257 1.00 0. 00 H 

AT0M10 N SERA 2133.048 -1.266 -12.184 1.00 0. 00 N 

AT0M11 CA SERA 2132.829 -0.855 -10.803 1.00 0. 00 C 

AT0M12 C SERA 2131.367 -0.493 -10.568 1.00 0. 00 C 

AT0M13 0 SERA 2130.763 0.238 -11.354 1.00 0.00 0 

20 AT0M14 CB SER A 2133. 723 0. 338 -10. 456 1. 00 0. 00 C 

AT0M15 OG SERA 2133.256 1.523 -11.074 1.00 0.00 0 

AT0M16 H SERA 2133.039 -0.588 -12.892 1.00 0. 00 H 

AT0M17 HA SERA 2133.089 -1.686 -10.164 1.00 0. 00 H 

ATOM 18 1HB SERA 2133.727 0.483 -9.386 1.00 0. 00 H 

25 ATOM 19 2HB SERA 2134.729 0.141 -10.795 1.00 0. 00 H 

AT0M20 HG SERA 2133.668 2.285 -10.661 1.00 0. 00 H 

AT0M21 N SERA 3130.801 -1.010 -9.482 1.00 0. 00 N 

AT0M22 CA SERA 3129.408 -0.742 -9.143 1.00 0. 00 C 

AT0M23 C SERA 3129.287 0.525 -8.303 1.00 0. 00 C 
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AT0M24 0 SER A 
ATOM25 CB SER A 
ATOM26 OG SER A 
AT0M27 H SER A 
5 AT0M28 HA SER A 
AT0M29 1HB SER A 
ATOM30 2HB SER A 
AT0M31 HG SER A 
AT0M32 N GLY A 
10 AT0M33 CA GLY A 
AT0M34 C GLY A 
ATOM35 0 GLY A 
ATOM36 H GLY A 
ATOM37 1HA GLY A 
15 ATOM38 2HA GLY A 
AT0M39 N SER A 
AT0M40 CA SER A 
AT0M41 C SER A 
AT0M42 0 SER A 
20 AT0M43 CB SER A 
AT0M44 OG SER A 
AT0M45 H SER A 
AT0M46 HA SER A 
AT0M47 1HB SER A 
25 AT0M48 2HB SER A 
AT0M49 HG SER A 
ATOM50 N SER A 
AT0M51 CA SER A 
AT0M52 C SER A 
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3129.369 0.478 -7.076 1.00 0.00 0 
3128.807 -1.928 -8.388 1.00 0. 00 C 
3127.458 -2. 142 -8.764 1.00 0.00 0 
3131.334 -1.586 -8.893 1.00 0. 00 H 
3128.865 -0.602 -10.066 1.00 0. 00 H 
3129.375 -2.820 -8.612 1.00 0. 00 H 
3128.847 -1.734 -7.326 1.00 0. 00 H 
3126.975 -1.313 -8.709 1.00 0. 00 H 
4129. 091 1. 657 -8. 972 1. 00 0. 00 N 

4128. 962 2. 919 -8. 271 1. 00 0. 00 C 
4128.420 4.023 -9. 158 1.00 0.00 C 
4128.458 3.918 -10.383 1.00 0.00 0 

4129. 035 1. 633 -9. 950 1. 00 0. 00 H 

4128. 293 2. 787 -7. 432 1. 00 0. 00 H 

4129. 932 3.214 -7. 901 1. 00 0. 00 H 
5127.915 5.084 -8.537 1.00 0.00 N 
5127. 362 6. 212 -9. 279 1. 00 0. 00 C 
5127.409 7.487 -8.444 1.00 0. 00 C 
5127. 856 8. 534 -8. 914 1. 00 0. 00 0 
5125. 922 5. 916 -9. 699 1. 00 0. 00 C 
5125.076 5.793 -8.569 1.00 0.00 0 
5127. 913 5. 110 -7. 558 1. 00 0. 00 H 
5127.964 6.353 -10. 164 1.00 0.00 H 
5125.558 6.722 -10.319 1.00 0. 00 H 
5125.895 4.993 -10.258 1.00 0. 00 H 
5124.212 6.159 -8.774 1.00 0.00 H 
6126.945 7.394 -7.202 1.00 0. 00 N 
6126. 933 8. 540 -6. 301 1. 00 0. 00 C 
6128. 282 8. 699 -5. 606 1. 00 0. 00 C 
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AT0M53 0 
AT0M54 CB 
ATOM55 OG 
AT0M56 H 

5 AT0M57 HA 
ATOM58 IHB 
ATOM59 2HB 
AT0M60 HG 
AT0M61 N 

10 AT0M62 CA 
AT0M63 C 
AT0M64 0 
AT0M65 H 
ATOM66 1HA 

15 AT0M67 2HA 
AT0M68 N 
AT0M69 CA 
AT0M70 C 
AT0M71 0 

20 AT0M72 CB 
AT0M73 CG 
AT0M74 CDl 
AT0M75 CD2 
AT0M76 H 

25 AT0M77 HA 
AT0M78 IHB 
AT0M79 2HB 
AT0M80 HG 
AT0M81 1HD1 



SERA 6129.041 

SERA 6125.824 

SERA 6125.843 

SERA 6126.601 

SERA 6126.740 

SERA 6125.965 

SER A 6124. 866 

SERA 6126.724 

GLY A 7128.574 

GLY A 7129. 830 

GLY A 7129.885 

GLY A 7130.880 

GLY A 7127.930 

GLY A 7129.962 

GLY A 7130.637 

LEU A 8128.813 

LEU A 8128.741 

LEU A 8128.749 

LEU A 8128. 123 

LEU A 8127.482 

LEU A 8127.632 

LEU A 8126.291 

LEU A 8128.217 

LEU A 8128.050 

LEU A 8129.610 

LEU A 8126.692 

LEU A 8127. 190 

LEU A 8128.308 

LEU A 8126.239 
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7.739 -5.475 

8.385 -5.259 

7. 091 -4. 683 

6.532 -6.884 

9. 423 -6. 892 
9.115 -4.475 
8.543 -5.731 
6.899 -4.353 
9.917 -5.163 

10. 179 -4. 487 
11.568 -3. 882 

12. 278 -4. 029 
10. 645 -5. 297 

9.451 -3.702 

10. 078 -5. 198 

11.957 -3.200 

13. 271 -2. 570 
13. 146 -1. 050 

13. 940 -0. 349 
14.011 -3.026 

14. 802 -4. 326 
14. 925 -5. 034 
16. 179 -4. 047 
11.347 -3.119 
13. 834 -2. 878 

13. 286 -3. 158 

14. 697 -2. 245 
14.277 -4.983 

15. 875 -5. 546 
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1. 00 0. 00 0 

1. 00 0. 00 C 

1. 00 0. 00 0 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 N 

1. 00 0. 00 C 

1. 00 0. 00 C 

1. 00 0. 00 0 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 N 

1.00 0.00 c 

1. 00 0. 00 c 

1. 00 0. 00 0 

1.00 0.00 c 

1. 00 0. 00 c 

1.00 0.00 c 

1.00 0.00 c 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0.00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 
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ATOM96 


3HB 


ALA A 


9127. 526 




AT0M97 
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MET A 


10131. 974 




AT0M98 


CA 


MET A 


10133. 332 




AT0M99 


C 


MET A 


10134. 283 



ATOM 100 0 MET A 10135. 

20 ATOM 101 CB MET A 10133. 

ATOM 102 CG MET A 10133. 

ATOM 103 SD MET A 10134. 

ATOM 104 CE MET A 10134. 

ATOM 105 H MET A 10131. 

25 ATOM 106 HA MET A 10133. 

ATOM 107 1HB MET A 10134. 

ATOM 108 2HB MET A 10133. 

ATOM 109 1HG MET A 10133. 

ATOM 110 2HG MET A 10132. 
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1. 00 


0. 00 


N 
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0. 00 
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12. 661 
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838 12.686 


0. 109 


1. 00 


0. 00 
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10135.673 11.424 -4.536 1.00 0. 00 H 

10133.912 11.489 -4.462 1.00 0. 00 H 

10134.767 10.060 -3.883 1.00 0. 00 H 

11134.028 13.530 2. 154 1.00 0.00 N 

11134.869 14.707 2.406 1.00 0. 00 C 

11136. 323 14. 343 2. 706 1. 00 0. 00 C 

11137. 243 14. 934 2. 142 1. 00 0. 00 0 
11134. 223 15. 370 3. 629 1. 00 0. 00 C 
11132. 840 14. 818 3. 694 1. 00 0. 00 C 
11132.907 13.439 3.104 1.00 0. 00 C 
11134. 841 15. 391 1. 570 1. 00 0. 00 H 
11134. 789 15. 125 4. 514 1. 00 0. 00 H 
11134. 212 16.441 3.492 1. 00 0.00 H 
11132. 515 14. 768 4. 723 1. 00 0. 00 H 
11132. 170 15. 439 3. 119 1. 00 0. 00 H 
11133.108 12.708 3.873 1.00 0. 00 H 
11131. 985 13. 205 2. 592 1. 00 0. 00 H 
12136.556 13.370 3.608 1.00 0. 00 N 
12137.907 12.949 3.978 1.00 0. 00 C 
12138.499 11.939 3.000 1.00 0. 00 C 
12139. 664 12. 044 2. 616 1. 00 0. 00 0 

12137. 694 12. 306 5. 345 1. 00 0. 00 C 

12136. 322 11. 725 5. 275 1. 00 0. 00 C 
12135.527 12.609 4.344 1. 00 0. 00 C 
12138.574 13.792 4.073 1.00 0. 00 H 

12138. 441 11. 543 5. 507 1. 00 0. 00 H 

12137. 765 13. 059 6. 116 1. 00 0. 00 H 
12136.371 10.720 4.885 1.00 0.00 H 
12135.876 11.724 6.259 1.00 0. 00 H 
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LHE 


MET A . 




ATOM 


112 2HE 


MET A 




ATOM 


I 10 < 


DOC 


MET A 




ATOM 


1 1 A 


M 

IN 


PRO A 


5 


ATOM 


1 1 G 
1 10 


P A 


PRO A 




ATOM 


1 lb 


I 


PRO A 




ATOM 


1 1 / 


U 


PRO A 




ATOM 


1 1 O 

llo 


IB 


PRO A 




ATOM 


1 1 ft 

119 




PRO A 


10 


ATOM 


ion 

120 


ft "TV 

CD 


PRO A 




ATOM 


1 O 1 

121 


TJ A 

HA 


PRO A 




ATOM 


122 


1HB 


PRO A 




ATOM 


123 


OTTO 

2HB 


PRO A 




ATOM 


1 O A 

124 


1 TTP 

lHG 


. PRO A 


15 


ATOM 


IOC 

125 


OTTP 

2HG 


PRO A 




ATOM 


126 


1 TTT\ 

lHD 


PRO A 




ATOM 


1 0*7 

127 


2HD 


PRO A 




ATOM 


1 o o 

128 


N 


PRO A 




ATOM 


1 Oft 

1Z9 


LA 


PRO A 


20 


ATOM 


1 Oft 

loll 


p 
I 


PRO A 




ATOM 


19 1 
10 1 


A 
U 


PRO A 




ATOM 


loZ 


Id 


PRO A 




ATOM 


loo 


tu 


PRO A 




ATOM 


134 


CD 


PRO A 


25 


ATOM 


135 


HA 


PRO A 




ATOM 


136 


1HB 


PRO A 




ATOM 


137 


2HB 


PRO A 




ATOM 


138 


lHG 


PRO A 




ATOM 


139 


2HG 


PRO A 
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ATOM 


140 


IHD 


PRO A 


12134. 939 


12. 007 




ATOM 


141 


2HD 


PRO A 


12134. 889 


13. 271 




ATOM 


142 


N 


GLY A 


13137. 695 


10. 958 




ATOM 


143 


CA 


GLY A 


13138. 165 


9. 942 


5 


ATOM 


144 


C 


GLY A 


13137. 387 


9. 927 




ATOM 


145 


0 


GLY A 


13137. 055 


10. 980 




ATOM 


146 


H 


GLY A 


13136. 776 


10. 921 




ATOM 


147 


1HA 


GLY A 


13139. 206 


10. 126 




ATOM 


148 


2HA 


GLY A 


13138. 075 


8. 975 


10 


ATOM 


149 


N 


ASN A 


14137. 097 


8. 729 




ATOM 


150 


CA 


ASN A 


14136. 354 


8. 576 




ATOM 


151 


C 


ASN A 


14135. 392 


7. 395 




ATOM 


152 


0 


ASN A 


14135. 721 


6. 353 




ATOM 


153 


CB 


ASN A 


14137. 318 


8. 384 


15 


ATOM 


154 


CG 


ASN A 


14138. 440 


9. 403 




ATOM 


155 


0D1 


ASN A 


14138. 425 


10. 362 




ATOM 


156 


ND2 


ASN A 


14139. 424 


9. 201 




ATOM 


157 


H 


ASN A 


14137. 390 


7. 928 




ATOM 


158 


HA 


ASN A 


14135. 785 


9. 479 


20 


ATOM 


159 


1HB 


ASN A 


14137. 753 


7. 397 




ATOM 


160 


2HB 


ASN A- 


14136. 771 


8. 478 




ATOM 


161 


1HD2 


ASN A 


14139. 370 


8. 415 




ATOM 


162 


2HD2 ASN A 


14140. 162 


9. 844 




ATOM 


163 


N 


SER A 


15134. 203 


7. 567 


25 


ATOM 


164 


CA 


SER A 


15133. 189 


6. 517 




ATOM 


165 


C 


SER A 


15132. 729 


6. 212 




ATOM 


166 


0 


SER A 


15131. 666 


6. 664 




ATOM 


167 


CB 


SER A 


15133. 733 


5. 247 




ATOM 


168 


OG 


SER A 


15133. 356 


5. 179 
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3. 668 1. 00 . 0. 00 H 

4. 910 1. 00 0.00 H 
2. 605 1. 00 0. 00 N 

1. 680 1. 00 0. 00 C 

0. 380 1. 00 0. 00 C 
•0. 165 1. 00 0. 00 0 

2. 947 1. 00 0. 00 H 

1. 460 1. 00 0. 00 H 

2. 152 1. 00 0. 00 H 
-0. 117 1. 00 0. 00 N 
-1. 364 1. 00 0. 00 C 
-1. 282 1. 00 0. 00 C 
-0. 716 1. 00 0. 00 0 
-2. 536 1. 00 0. 00 C 
-2. 536 1. 00 0. 00 C 
-3. 307 1. 00 0. 00 0 
-1.666 1.00 0. 00 N 

0. 364 1. 00 0. 00 H 

-1.523 1.00 0. 00 H 

-2. 478 1. 00 0. 00 H 

-3. 462 1. 00 0. 00 H 

-1.082 1.00 0. 00 H 

-1. 644 1. 00 0. 00 H 

-1.851 1.00 0. 00 N 

-1. 845 1. 00 0. 00 C 

-0. 422 1. 00 0. 00 C 

0. 007 1. 00 0. 00 0 

-2. 504 1. 00 0. 00 C 

-3. 869 1. 00 0. 00 0 
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ATOM 


169 


H 


SER A 


1 r* 1 O A A A 1 

15 134. 001 


0 A 0 0 




ATOM 


170 


HA 


SER A 


15132. 344 


6. 872 




ATOM 


171 1HB 


SER A 


* I— 4 Cl A Oil 

15134. 811 


5. 244 




ATOM 


172 2HB 


SER A 


15133. 341 


A OOI 

4. 381 


5 


ATOM 


-inn 

173 


HG 


SER A 


15132. 415 


5. 352 




ATOM 


174 


N 


HIS A 


m r\ -4 ft ft r ft ft 

16133. 533 


r a a r 

5. 445 




ATOM 


175 


CA 


HIS A 


-i f\ * r\ £\ ft ft ft 

16133. 208 


1" A O CI 

5. 082 




ATOM 


176 


C 


HIS A 


16134. 066 


5. 865 




ATOM 


177 


0 


HIS A 


16133. 573 


6. 351 


10 


ATOM 


178 


CB 


HIS A 


16133. 405 


3. 580 




ATOM 


179 


CG 


HIS A 


16132. 249 


2. 752 




ATOM 


180 


NDl 


HIS A 


16131. 753 


1. 680 




ATOM 


181 


CD 2 


HIS A 


16131. 490 


2. 843 




ATOM 


182 


CEl 


HIS A 


16130. 739 


1. 148 


15 


ATOM 


183 


NE2 


HIS A 


16130. 560 


1. 835 




ATOM 


184 


H 


HIS A 


16134. 367 


5. 115 




ATOM 


185 


HA 


HIS A 


16132. 170 


5. 328 




ATOM 


186 


lHB 


HIS A 


16134. 284 


3. 260 




ATOM 


187 


2HB 


HIS A 


16133. 545 


3. 389 


20 


ATOM 


188 


HDl 


HIS A 


16132. 093 


1. 357 




ATOM 


189 


HD2 HIS A 


16131. 598 


3. 573 




ATOM 


190 


HEl HIS A 


16130. 157 


0. 295 




ATOM 


I9l 


HE2 HIS A 


16129. 823 


1. 704 




ATOM 


192 


N 


GLY A 


17135. 354 


5. 982 


25 


ATOM 


193 


CA 


GLY A 


17136. 261 


6. 707 




ATOM 


194 


C 


GLY A 


17137. 602 


6. 015 




ATOM 


195 


0 


GLY A 


17138. 004 


5. 653 




ATOM 


196 


H 


GLY A 


17135. 690 


5. 574 




ATOM 


197 


lHA 


GLY A 


17136. 421 


7. 695 
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2. 287 1. 00 0. 00 H 

2.414 1.00 0.00 H 

•2. 442 1. 00 0. 00 H 

•1. 991 1. 00 0. 00 H 

•3. 950 1. 00 0. 00 H 

0. 306 1. 00 0. 00 N 

1. 680 1. 00 0. 00 C 

2. 668 1. 00 0. 00 C 

3. 686 1. 00 0. 00 0 
1. 894 1. 00 0. 00 C 

1. 423 1. 00 0. 00 C 

2. 135 1. 00 0. 00 N 

0. 305 1. 00 0. 00 C 

1. 475 1. 00 0. 00 C 

0. 362 1. 00 0. 00 N 
-0. 090 1. 00 0. 00 H 

1. 851 1. 00 0. 00 H 

1. 355 1. 00 0. 00 H 

2. 948 1. 00 0. 00 H 
2. 995 1. 00 0. 00 H 

-0. 485 1. 00 0. 00 H 

1. 792 1. 00 0. 00 H 
-0. 270 1. 00 0. 00 H 

2. 360 1. 00 0. 00 N 

3. 230 1. 00 0. 00 C 

3. 375 1. 00 0. 00 C 

4. 481 1. 00 0. 00 0 

1. 536 1. 00 0. 00 H 

2. 823 1. 00 0. 00 H 
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ATOM 


198 2HA 


GLY A 


17135. 809 


6. 802 




ATOM 


1 AO 

lyy 




LEU A 


18138. 294 


p 000 
5. 830 




ATOM 


nnn 
6\JV 


PA 


LEU A 


18139. 598 


r~ 1 art 

5. 176 




ATOM 


ZU 1 


I 


LEU A 


18140. 706 


6. 174 


5 


ATOM 


OAO 


0 


LEU A 


18141. 119 


6. 952 




ATOM 


20o 


CB 


LEU A 


18139. 865 


4. 509 




ATOM 


O A A 

204 


CG 


LEU A 


18138. 793 


3. 519 




ATOM 


one 

205 


CD1 


LEU A 


18138. 995 


3. 149 




ATOM 


O A O 

206 


CD 2 LEU A 


18138. 812 


2. 274 


10 


ATOM 


c\ f\ 17 

207 


H 


LEU A 


18137. 921 


6. 141 




ATOM 


n c\ 0 

208 


HA 


LEU A 


18139. 583 


4. 418 




ATOM 


209 


1KB 


LEU A 


18139. 953 


5. 284 




ATOM 


210 


2HB 


LEU A 


18140. 806 


3. 983 




ATOM 


2ll 


HG 


LEU A 


18137. 821 


3. 981 


15 


ATOM 


212 


1HD1 


LEU A 


18139. 946 


2. 651 




ATOM 


0 1 n 

213 


2HD1 


LEU A 


18138. 982 


4. 045 




ATOM 


214 


3HD1 


LEU A 


18138. 202 


2. 489 




ATOM 


215 


1HD2 LEU A 


18139. 397 


1. 505 




ATOM 


216 


2HD2 LEU A 


18137. 802 


1. 920 


20 


ATOM 


217 


3HD2 LEU A 


18139. 250 


2. 513 




ATOM 


n 1 0 

218 


N 


GLU A 


19141. 185 


6. 148 




ATOM 


219 


CA 


GLU A 


19142. 246 


7. 051 




ATOM 


O O A 

220 


C 


GLU A 


19143. 202 


6. 348 




ATOM 


III 


0 


GLU A 


19143. 061 


5. 156 


25 


ATOM 


222 


CB 


GLU A 


19141. 650 


8. 289 




ATOM 


223 


CG 


GLU A 


19140. 820 


7. 972 




ATOM 


224 


CD 


GLU A 


19141. 049 


8.961 




ATOM 


225 


0E1 GLU A 


19142.219 


9. 330 




ATOM 


226 


0E2 GLU A 


19140. 058 


9. 368 
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4. 206 1. 00 0. 00 H 

2. 256 1. 00 0. 00 N 

2. 264 1. 00 0. 00 C 

2. 579 1. 00 0. 00 C 
1. 718 1. 00 0. 00 0 
0. 913 1. 00 0. 00 C 

0. 456 1. 00 0. 00 C 
-1. 004 1. 00 0. 00 C 

1. 330 1. 00 0. 00 C 
1. 406 1. 00 0. 00 H 

3. 032 1. 00 0. 00 H 
0. 165 1. 00 0. 00 H 
0. 975 1. 00 0. 00 H 
0. 552 1. 00 0. 00 H 

-1. 122 1. 00 0. 00 H 

-1. 608 1. 00 0. 00 H 

-1. 322 1. 00 0. 00 H 

0. 849 1. 00 0. 00 H 

1. 475 1. 00 0. 00 H 

2. 288 1. 00 0. 00 H 

3. 819 1. 00 0. 00 N 

4. 248 1. 00 0. 00 C 

5. 207 1. 00 0. 00 C 

5. 479 1. 00 0. 00 0 
4. 919 1. 00 0. 00 C 

6. 152 1. 00 0. 00 C 

7. 279 1. 00 0. 00 C 
7. 517 1. 00 0. 00 0 
7. 922 1. 00 0. 00 0 
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ATOM 


227 


H 


GLU A 


19140. 816 


5. 504 




ATOM 


228 


HA 


GLU A 


19142. 796 


7. 357 




ATOM 


229 


1HB 


GLU A 


19142. 455 


8. 948 




ATOM 


230 


2HB 


GLU A 


19141. 018 


8. 800 


5 


ATOM 


231 


1HG 


GLU A 


19139. 776 


7. 993 




ATOM 


232 


2HG 


GLU A 


19141. 081 


6. 984 




ATOM 


233 


N 


VAL A 


20144. 175 


7. 096 




ATOM 


234 


CA 


VAL A 


20145. 156 


6. 545 




ATOM 


235 


C 


VAL A 


20144. 476 


5. 973 


10 


ATOM 


236 


0 


VAL A 


20143. 563 


6. 582 




ATOM 


237 


CB 


VAL A 


20146. 178 


7. 612 




ATOM 


238 


CGI VAL A 


20147. 289 


6. 984 




ATOM 


239 


CG2 VAL A 


20146. 748 


8. 330 




ATOM 


240 


H 


VAL A 


20144. 237 


8. 041 


15 


ATOM 


241 


HA 


VAL A 


20145. 687 


5. 753 




ATOM 


242 


HB 


VAL A 


20145. 670 


8. 340 




ATOM 


243 


1HG1 VAL A 


20146. 955 


6. 867 




ATOM 


244 


2HG1 VAL A 


20148. 160 


7. 622 




ATOM 


245 


3HG1 VAL A 


20147. 539 


6. 017 


20 


ATOM 


246 


1HG2 VAL A 


20147. 025 


7. 605 




ATOM 


247 


2HG2 VAL A 


20147. 620 


8. 89.6 




ATOM 


248 


3HG2 VAL A 


20146. 004 


9. 001 




ATOM 


249 


N 


GLY A 


21144. 928 


4. 797 




ATOM 


250 


CA 


GLY A 


21144. 352 


4. 163 


25 


ATOM 


251 


C 


GLY A 


21143. 278 


3. 154 




ATOM 


252 


0 


GLY A 


21143. 175 


2. 098 




ATOM 


253 


H 


GLY A 


21145. 658 


4. 358 




ATOM 


254 


1HA 


GLY A 


21145. 137 


3. 658 




ATOM 


255 


2HA 


GLY A 


21143. 920 


4. 923 
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4. 460 1. 00 0. 00 H 

3. 371 1. 00 0. 00 H 

5. 212 1. 00 0. 00 H 

4. 209 1. 00 0. 00 H 

5. 883 1. 00 0. 00 H 

6. 502 1. 00 0. 00 H 

5. 717 1. 00 0. 00 N 

6. 647 1. 00 0. 00 C 

7. 886 1. 00 0. 00 C 

8. 443 1. 00 0. 00 0 
7. 081 1. 00 0. 00 C 
7. 908 1. 00 0. 00 C 
5. 868 1. 00 0. 00 C 

5. 462 1. 00 0. 00 H 

6. 139 1. 00 0. 00 H 

7. 697 1. 00 0. 00 H 

8. 929 1. 00 0. 00 H 
7. 885 1. 00 0. 00 H 
7.499 1. 00 0. 00 H 

5. 117 1. 00 0. 00 H 

6. 161 1. 00 0. 00 H 
5. 463 1. 00 0. 00 H 
8.312 1.00 0. 00 N 

9. 482 1. 00 0. 00 C 
9. 125 1. 00 0. 00 C 
9. 750 1. 00 0. 00 0 

7. 827 1. 00 0. 00 H 
10. 028 1. 00 0. 00 H 
10.116 1.00 0. 00 H 
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ATOM 256 N SERA 22142.474 3.480 8.118 1.00 0. 00 N 

ATOM 257 CA SERA 22141.402 2.595 7.678 1.00 0. 00 C 

ATOM 258 C SERA 22141.949 1.470 6.805 1.00 0. 00 C 

ATOM 259 0 SERA 22142.939 1.645 6.095 1.00 0.00 0 

5 ATOM 260 CB SERA 22140.344 3.385 6.907 1.00 0. 00 C 

ATOM 261 OG SERA 22140.269 4.723 7.368 1.00 0.00 0 

ATOM 262 H SERA 22142.606 4.335 7.659 1.00 0. 00 H 

ATOM 263 HA SERA 22140.947 2.164 8.556 1.00 0. 00 H 

ATOM 264 1HB SERA 22140.598 3.395 5.857 1.00 0. 00 H 

10 ATOM 265 2HB SERA 22139.380 2.916 7.039 1.00 0. 00 H 

ATOM 266 HG SERA 22140.281 4.731 8.329 1.00 0. 00 H 

ATOM 267 N LEU A 23141.298 0.312 6.864 1.00 0. 00 N 

ATOM 268 CA LEU A 23141.719 -0.842 6.079 1.00 0. 00 C 

ATOM 269 C LEU A 23141.156 -0.772 4.664 1.00 0. 00 C 

15 ATOM 270 0 LEU A 23140.073 -0.229 4.441 1.00 0.00 0 

ATOM 271 CB LEU A 23141.267 -2.138 6.756 1.00 0. 00 C 

ATOM 272 CG LEU A 23141.762 -2.325 8.192 1.00 0. 00 C 

ATOM 273 CD 1 LEU A 23140.763 -3.143 8.997 1.00 0. 00 C 

ATOM 274 CD2 LEU A 23143.129 -2.990 8.201 1.00 0. 00 C 

20 ATOM 275 H LEU A 23140.515 0.233 7.449 1.00 0. 00 H 

ATOM 276 HA LEU A 23142.797 -0.831 6.026 1.00 0. 00 H 

ATOM 277 1HB LEU A 23140.186 -2.158 6.763 1.00 0: 00 H 

ATOM 278 2HB LEU A 23141.622 -2.970 6.167 1.00 0. 00 H 

ATOM 279 HG LEU A 23141.855 -1.357 8.662 1.00 0. 00 H 

25 ATOM 280 1HD1 LEU A 23140. 721 -2.765 10.008 1.00 0. 00 H 

ATOM 281 2HD1 LEU A 23141.074 -4.177 9.012 1.00 0. 00 H 

ATOM 282 3HD1 LEU A 23139.786 -3.066 8.544 1.00 0. 00 H 

ATOM 283 1HD2 LEU A 23143.718 -2.591 9.013 1.00 0. 00 H 

ATOM 284 2HD2 LEU A 23143.630 -2.796 7.264 1.00 0. 00 H 
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ATOM 


285 


3HD2 


LEU A 


n n 1 Aft n 1 A 

23143. 010 


-4. 056 


8. 332 


1 a a 

l. 00 


A A A TT 

0. 00 H 




ATOM 


286 


N 


ALA A 


24141. 896 


-1. 326 


3. 709 


1 ft ft 

l. 00 


f\ ft ft XT 

0. 00 N 




ATOM' 


287 


CA 


ALA A 


24141. 472 


1 ft r\ 

-l. 326 


ft ft 1 A 

2. 314 


1 A ft 

l. 00 


A A A A 

0. 00. c 




ATOM 


288 


C 


ALA A 


24142. 116 


-2. 474 


+ p 1 p 

1. 545 


i A f\ 

l. 00 


A A A A 

0. 00 c 


5 


ATOM 


289 


0 


ALA A 


24143. 252 


-2. 858 


1. 820 


■i ft ft 

l. 00 


A A A A 

0. 00 0 




ATOM 


290 


CB 


ALA A 


24141. 806 


0. 005 


1. 660 


l. 00 


A A A A 

0. 00 C 




ATOM 


291 


H 


ALA A 


24142. 750 


-l. 744 


3. 949 


l. 00 


0. 00 H 




ATOM 


292 


HA 


ALA A 


24140. 398 


-l. 451 


2. 294 


l. 00 


0. 00 H 




ATOM 


293 


1HB 


ALA A 


24142. 746 


-0. 079 


1. 134 


l. 00 


0. 00 H 


10 


ATOM 


294 


2HB 


ALA A 


24141. 884 


0. 770 


2. 419 


l. 00 


0. 00 H 




ATOM 


295 


3HB 


ALA A 


24141. 026 


0. 270 


0. 962 


l. 00 


0. 00 H 




ATOM 


296 


N 


GLU A 


25141. 383 


-3. 016 


0. 578 


l. 00 


0. 00 N 




ATOM 


297 


CA 


GLU A 


25141. 883 


-4. 12 1 


-0. 233 


l. 00 


0. 00 C 




ATOM 


298 


C 


GLU A 


25142. 149 


-3. 669 


-1. 665 


l. 00 


0. 00 C 


15 


ATOM 


299 


0 


GLU A 


25141. 544 


-2. 711 


-2. 146 


l. 00 


0. 00 0 




ATOM 


300 


CB 


GLU A 


25140. 883 


-5. 278 


-0. 229 


l. 00 


0. 00 c 




ATOM 


301 


CG 


GLU A 


25141. 402 


-6. 533 


-0. 912 


l. 00 


0. 00 c 




ATOM 


302 


CD 


GLU A 


25140. 359 


-7. 631 


-0. 983 


l. 00 


0. 00 c 




ATOM 


303 


0E1 


GLU A 


25140. 483 


-8. 511 


-1. 860 


l. 00 


0. 00 0 


20 


ATOM 


304 


0E2 


GLU A 


25139. 420 


-7. 612 


-0. 159 


l. 00 


0. 00 0 




ATOM 


305 


H 


GLU A 


25140. 484 


-2. 666 


0. 406 


l. 00 


0. 00 H 




ATOM 


306 


HA 


GLU A 


25142. 812 


-4. 458 


0. 203 


l. 00 


0. 00 H 




ATOM 


307 


1HB 


GLU A 


25140. 640 


-5. 526 


0. 794 


l. 00 


0. 00 H 




ATOM 


308 


2HB 


GLU A 


25139. 984 


-4. 963 


-0. 738 


l. 00 


A A A TT 

0. 00 H 


25 


ATOM 


309 


1HG 


GLU A 


25141. 704 


-6. 281 


-1. 917 


l. 00 


A A A TT 

0. 00 H 




ATOM 


310 


2HG 


GLU A 


25142. 255 


-6. 900 


-0. 362 


l.OO 


0. 00 H 




ATOM 


311 


N 


VAL A 


26143. 058 


-4. 363 


-2. 340 


l.OO 


0. 00 N 




ATOM 


312 


CA 


VAL A 


26143. 405 


-4. 034 


-3.718 


l. 00 


0. 00 c 




ATOM 


313 


C 


VAL A 


26143. 016 


-5. 163 


-4. 667 


l. 00 


0.00 c 
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ATOM 


314 


0 


VAL A 


26142. 958 


-6. 327 




ATOM 


315 


CB 


VAL A 


26144. 911 


-3. 750 




ATOM 


316 


CGI 


VAL A 


26145. 220 


-3. 217 




ATOM 


317 


CG2 VAL A 


26145. 378 


-2. 775 


5 


ATOM 


318 


H 


VAL A 


26143. 507 


-5. 116 




ATOM 


319 


HA 


VAL A 


26142. 862 


-3. 141 




ATOM 


320 


HB 


VAL A 


26145. 446 


-4. 679 




ATOM 


321 


1HG1 


VAL A 


26146. 167 


-2. 698 




ATOM 


322 


2HG1 


VAL A 


26144. 441 


-2. 535 


10 


ATOM 


323 


3HG1 


VAL A 


26145. 272 


-4. 039 




ATOM 


324 


1HG2 VAL A 


26144. 985 


-3. 076 




ATOM 


325 


2HG2 VAL A 


26145. 026 


-1. 782 




ATOM 


326 


3HG2 VAL A 


26146.458 


-2. 773 




ATOM 


327 


N 


LYS A 


27142. 751 


-4. 810 


15 


ATOM 


328 


CA 


LYS A 


27142. 369 


-5. 793 




ATOM 


329 


C 


LYS A 


27143. 583 


-6. 248 




ATOM 


330 


0 


LYS A 


27144. 100 


-5. 507 




ATOM 


331 


CB 


LYS A 


27141.311 


-5. 209 




ATOM 


332 


CG 


LYS A 


27140. 596 


-6. 257 


20 


ATOM 


333 


CD 


LYS A 


27139. 384 


-5. 672 




ATOM 


334 


CE 


LYS A 


27139. 017 


-6. 478 




ATOM 


335 


NZ 


LYS A 


27137. 542 


-6. 568 




ATOM 


336 


H 


LYS A 


27142. 815 


-3. 865 




ATOM 


337 


HA 


LYS A 


27141. 951 


-6. 647 


25 


ATOM 


338 


1HB 


LYS A 


27140. 573 


-4. 686 




ATOM 


339 


2HB 


LYS A 


27141. 787 


-4. 509 




ATOM 


340 


1HG 


LYS A 


27141. 280 


-6. 641 




ATOM 


341 


2HG 


LYS A 


27140. 271 


-7. 060 




ATOM 


342 


1HD 


LYS A 


27138. 545 


-5. 673 



PCT/JP2003/010288 

4. 272 1. 00 0. 00 0 
3. 867 1. 00 0. 00 C 

5. 257 1. 00 0. 00 C 
•2. 798 1. 00 0. 00 C 
•1. 903 1. 00 0. 00 H 
■3. 995 1. 00 0. 00 H 
-3. 735 1. 00 0. 00 H 
-5. 241 1. 00 0. 00 H 
-5. 563 1. 00 0. 00 H 
-5. 955 1. 00 0. 00 H 
-1. 838 1. 00 0. 00 H 
-3. 036 1. 00 0. 00 H 
-2. 759 1. 00 0. 00 H 
-5. 921 1. 00 0. 00 N 
-6. 927 1. 00 0. 00 C 
-7. 731 1. 00 0. 00 C 
-8. 567 1. 00 0. 00 0 
-7. 865 1. 00 0. 00 C 
-8. 703 1. 00 0. 00 C 
-9. 410 1. 00 0. 00 C 
10. 646 1. 00 0. 00 C 
10. 832 1. 00 0. 00 N 
-6. 176 1. 00 0. 00 H 
-6. 414 1. 00 0. 00 H 
-7. 276 1. 00 0. 00 H 
-8. 535 1. 00 0. 00 H 
-9. 443 1. 00 0. 00 H 
-8. 057 1. 00 0. 00 H 
-8. 729 1. 00 0. 00 H 
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524 





ATOM 


343 : 


2HD 


LYS A 


27139. 607 


-4. 657 




ATOM 


344 


1HE 


LYS A 


27139. 452 


-6. 003 - 




ATOM 


345 


2 HE 


LYS A 


27139. 419 


-7. 475 • 




ATOM 


346 


1HZ 


LYS A 


27137. 058 


-6. 447 


5 


ATOM 


347 


2HZ 


LYS A 


27137. 287 


-7. 496 




ATOM 


348 


3HZ 


LYS A 


27137. 218 


-5. 825 




ATOM 


349 


N 


GLU A 


28144. 031 


-7. 473 




ATOM • 


350 


CA 


GLU A 


28145. 184 


-8. 026 




ATOM 


351 


C 


GLU A 


28145. 135 


-9. 551 


10 


ATOM 


352 


0 


GLU A 


28144. 125 ■ 


-10. 152 




ATOM 


353 


CB 


GLU A 


28146. 483 


-7. 545 




ATOM 


354 


CG 


GLU A 


28147. 503 


-7. 017 




ATOM 


355 


CD 


GLU A 


28148. 752 


-7. 873 




ATOM 


356 


0E1 


GLU A 


28149. 528 


-7. 872 


15 


ATOM 


357 


0E2 


GLU A 


28148. 955 


-8. 548 




ATOM 


358 


H 


GLU A 


28143. 576 


-8. 016 




ATOM 


359 


HA 


GLU A 


28145. 152 


-7. 674 




ATOM 


360 


1HB 


GLU A 


28146. 249 


-6. 755 




ATOM 


361 


2HB 


GLU A 


28146. 929 


-8. 368 


20 


ATOM 


362 


1HG 


GLU A 


28147. 052 


-6. 989 




ATOM 


363 


2HG 


GLU A 


28147. 786 


-6. 016 




ATOM 


364 


N 


ASN A 


29146. 234 


-10. 172 




ATOM 


365 


CA 


ASN A 


29146. 317 


-11. 626 




ATOM 


366 


C 


ASN A 


29146. 467 


-12. 213 


25 


ATOM 


367 


0 


ASN A 


29145. 645 


-13. 020 




ATOM 


368 


CB 


ASN A 


29147. 493 


-12. 059 




ATOM 


369 


CG 


ASN A 


29147. 063 


-12. 398 




ATOM 


370 


0D1 ASN A 


29146. 874 


-13. 566 




ATOM 


371 


ND2 ASN A 


29146. 907 


-11. 375 



PCT/JP2003/010288 

-9. 707 1. 00 0. 00 H 

11. 512 1. 00 0. 00 H 

10. 542 1. 00 0. 00 H 
-9. 919 1. 00 0. 00 H 

11. 226 1. 00 0. 00 H 
11. 485 1. 00 0. 00 H 
-7. 475 1. 00 0. 00 N 
-8. 174 1. 00 0. 00 C 
-8. 180 1. 00 0. 00 C 
-7. 814 1. 00 0. 00 0 
-7. 523 1. 00 0. 00 C 
-8. 517 1. 00 0. 00 C 
-8. 585 1. 00 0. 00 C 
-7. 606 1. 00 0. 00 0 
-9. 617 1. 00 0. 00 0 
-6. 798 1. 00 0. 00 H 
-9. 194 1. 00 0. 00 H 
-6. 824 1. 00 0. 00 H 
-6. 983 1. 00 0. 00 H 
-9. 497 1. 00 0. 00 H 
-8. 224 1. 00 0. 00 H 
-8. 599 1. 00 0. 00 N 
-8. 650 1. 00 0. 00 C 
-7. 249 1. 00 0. 00 C 
-6. 814 1. 00 0. 00 0 
-9. 529 1. 00 0. 00 C 

-10. 943 1. 00 0. 00 C 
-11.284 1.00 0.00 0 
-11.776 1.00 0. 00 N 
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372 H ASN A 29147.008 -9.638 -8.876 1.00 0. 00 H 

373 HA ASN A 29145.400 -11.995 -9.085 1.00 0. 00 H 

374 1HB ASN A 29148.214 -11.257 -9.576 1.00 0. 00 H 

375 2HB ASN A 29147.958 -12.932 -9.095 1.00 0. 00 H 

376 1HD2 ASN A 29147. 076 -10. 472 -11. 435 1. 00 0. 00 H 

377 2HD2 ASN A 29146. 629 -11. 566 -12. 696 1. 00 0. 00 H 

378 N PRO A 30147.526 -11.816 -6.522 1.00 0. 00 N 

379 CA PROA 30147.782 -12.306 -5.166 1.00 0. 00 C 

380 C PROA 30146.884 -11.635 -4.126 1.00 0. 00 C 

381 0 PROA 30147.049 -10.453 -3.828 1.00 0.00 0 

382 CB PROA 30149.243 -11.926 -4.932 1.00 0. 00 C 

383 CG PROA 30149.448 -10.704 -5. 760 1.00 0. 00 C 

384 CD PROA 30148.557 -10.856 -6. 965 1. 00 0. 00 C 

385 HA PROA 30147.671 -13.378 -5.105 1.00 0. 00 H 

386 1HB PROA 30149.403 -11.727 -3.883 1.00 0. 00 H 

387 2HB PROA 30149.884 -12.733 -5.255 1.00 0. 00 H 

388 1HG PROA 30149.166 -9.829 -5.194 1.00 0. 00 H 

389 2HG PROA 30150.482 -10.638 -6.064 1.00 0. 00 H 

390 1HD PROA 30148.113- -9.908 -7.225 1.00 0. 00 H 

391 2HD PROA 30149.117 -11.252 -7.799 1.00 0. 00 H 

392 N PROA 31145.919 -12.382 -3.559 1.00 0. 00 N 

393 CA PROA 31145.001 -11.844 -2.550 1.00 0. 00 C 

394 C PROA 31145.700 -11.555 -1.226 1.00 0. 00 C 

395 0 PROA 31146.226 -12.461 -0.579 1.00 0.00 0 

396 CB PROA 31143.968 -12.960 -2.376 1.00 0. 00 C 

397 CG PROA 31144.686 -14.204 -2.768 1.00 0. 00 C 

398 CD PROA 31145.648 -13.802 -3.851 1.00 0. 00 C 

399 HA PROA 31144.511 -10.946 -2.899 1.00 0. 00 H 

400 1HB PROA 31143.644 -12.996 -1.346 1.00 0. 00 H 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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526 





ATOM 


401 : 


2HB 


PRO A 


31143. 121 - 


■12. 775 




ATOM 


402 


1HG 


PRO A 


31145. 224 - 


■14. 600 




ATOM 


403 


2HG 


PRO A 


31143. 982 - 


-14. 932 




ATOM 


404 


1HD 


PRO A 


31146. 553 - 


-14. 388 


5 


ATOM 


405 


2HD 


PRO A 


31145. 189 - 


-13. 914 




ATOM 


406 


N 


PHE A 


32145. 703 - 


-10. 287 




ATOM 


407 


CA 


PHE A 


32146. 338 


-9. 878 




ATOM 


408 


C 


PHE A 


32145. 479 


-8. 858 




ATOM 


409 


0 


PHE A 


32144. 591 


-8. 238 


10 


ATOM 


410 


CB 


PHE A 


32147. 723 


-9. 291 




ATOM 


411 


CG 


PHE A 


32147. 736 


-8. 287 




ATOM 


412 


CD1 


PHE A 


32148. 424 


-8. 547 




ATOM 


413 


CD 2 


PHE A 


32147. 060 


-7. 083 




ATOM 


414 


CE1 


PHE A 


32148. 438 


-7. 626 


15 


ATOM 


415 


CE2 


PHE A 


32147. 070 


-6. 158 




ATOM 


416 


CZ 


PHE A 


32147. 760 


-6. 429 




ATOM 


417 


H 


PHE A 


32145. 267 


-9. 610 




ATOM 


418 


HA 


PHE A 


32146. 447 


-10. 756 




ATOM 


419 


1HB 


PHE A 


32148. 083 


-8. 799 


20 


ATOM 


420 


2KB 


PHE A 


32148. 399 


-10. 090 




ATOM 


421 


HD1 


PHE A 


32148. 955 


-9. 482 




ATOM 


422 


HD2 PHE A 


32146. 521 


-6. 871 




ATOM 


423 


HE1 PHE A 


32148. 978 


-7. 839 




ATOM 


424 


HE2 PHE A 


32146. 540 


-5. 224 


25 


• ATOM 


425 


HZ 


PHE A 


32147. 770 


-5. 708 




ATOM 


426 


N 


TYR A 


33145. 750 


-8. 690 




ATOM 


427 


CA 


TYR A 


33145. 001 


-7. 746 




ATOM 


428 


C 


TYR A 


33145. 945 


-6. 812 




ATOM 


429 


0 


TYR A 


33146. 943 


-7. 251 



PCT/JP2003/010288 

3. 019 1. 00 0. 00 H 

1.918 1.00 0.00 H 

3. 142 1. 00 0. 00 H 

•3. 790 1. 00 0. 00 H 

•4. 822 1. 00 0. 00 H 

■0. 828 1. 00 0. 00 N 

0. 420 1. 00 0. 00 C 

1. 160 1. 00 0. 00 C 
0. 574 1. 00 0. 00 0 

0. 142 1. 00 0. 00 C 
-0.975 1.00 0.00 C 
-2. 150 1. 00 0. 00 C 
-0. 851 1. 00 0. 00 C 
-3. 180 1. 00 0. 00 C 
-1. 878 1. 00 0. 00 C 
-3. 044 1. 00 0. 00 C 
-1. 386 1. 00 0. 00 H 

1. 038 1. 00 0. 00 H 

1. 033 1. 00 0. 00 H 
-0. 120 1. 00 0. 00 H 
-2. 257 1. 00 0. 00 H 

0. 060 1. 00 0. 00 H 

-4. 090 1. 00 0. 00 H 

-1. 769 1. 00 0. 00 H 

-3. 847 1. 00 0. 00 H 

2. 450 1. 00 0. 00 N 

3. 272 1. 00 0. 00 C 

4. 022 1. 00 0. 00 C 
4. 594 1. 00 0. 00 0 
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ATOM 


430 


CB 


TYR A 


33144. 109 


-8. 494 




ATOM 


431 


CG 


TYR A 


33142. 774 


-8. 908 




ATOM 


432 


CD1 


TYR A 


33142. 316 


-10. 213 




ATOM 


433 


CD 2 


TYR A 


33141. 973 


-7. 993 


5 


ATOM 


434 


CE1 


TYR A 


33141. 097 


-10. 594 




ATOM 


435 


CE2 TYR A 


33140. 752 


-8. 368 




ATOM 


436 


CZ 


TYR A 


33140. 319 


-9. 668 




ATOM 


437 


OH 


TYR A 


33139. 104 


-10. 045 




ATOM 


438 


H 


TYR A 


33146. 469 


-9. 214 


10 


ATOM 


439 


HA 


TYR A 


33144. 379 


-7. 156 




ATOM 


440 


1HB 


TYR A 


33144. 620 


-9. 387 




ATOM 


441 


2HB 


TYR A 


33143. 921 


-7. 859 




ATOM 


442 


HD1 


TYR A 


33142.927 


-10. 935 




ATOM 


443 


HD2 


TYR A 


33142. 316 


-6. 975 


15 


ATOM 


444 


HE1 


TYR A 


33140. 757 


-11. 614 




ATOM 


445 


HE 2 TYR A 


33140. 144 


-7. 642 




ATOM 


446 


HH 


TYR A 


33138. 462 


-10. 131 




ATOM 


447 


N 


GLY A 


34145. 623 


-5. 522 




ATOM 


448 


CA 


GLY A 


34146. 453 


-4. 548 


20 


ATOM 


449 


C 


GLY A 


34145. 682 


-3. 302 




ATOM 


450 


0 


GLY A 


34144. 454 


-3. 272 




ATOM 


451 


H 


GLY A 


34144. 817 


-5. 230 




ATOM 


452 


1HA 


GLY A 


34146. 861 


-5. 001 




ATOM 


453 


2HA 


GLY A 


34147. 267 


-4. 264 


25 


ATOM 


454 


N 


VAL A 


35146. 405 


-2. 272 




ATOM 


455 


CA 


VAL A 


35145. 783 


-1. 018 




ATOM 


456 


C 


VAL A 


35146. 505 


0. 177 




ATOM 


457 


0 


VAL A 


35147. 721 


0. 150 




ATOM 


458 


CB 


VAL A 


35145. 769 


-0. 870 



PCT/JP2003/010288 

4. 264 1. 00 0. 00 C 

3. 687 1. 00 0. 00 C 

3. 813 1. 00 0. 00 C 

3. 014 1. 00 0. 00 C 

3. 287 1. 00 0. 00 C 
2. 486 1. 00 0. 00 C 
2. 625 1. 00 0. 00 C 
2. 099 1. 00 0. 00 0 
2. 860 1. 00 0. 00 H 
2. 615 1. 00 0. 00 H 

4. 592 1. 00 0. 00 H 
5.117 1.00 0. 00 H 
4. 333 1. 00 0. 00 H 

2. 907 1. 00 0. 00 H 

3. 396 1. 00 0. 00 H 

1. 967 1. 00 0. 00 H 

2. 807 1. 00 0. 00 H 

4. 016 1. 00 0. 00 N 

4. 700 1. 00 0. 00 C 

5. 091 1. 00 0. 00 C 
5. 009 1. 00 0. 00 0 

3. 543 1. 00 0. 00 H 
5. 591 1. 00 0. 00 H 

4. 049 1. 00 0. 00 H 

5. 520 1. 00 0. 00 N 
5. 927 1. 00 0. 00 C 
5. 313 1. 00 0. 00 C 
5. 125 1. 00 0. 00 0 
7. 462 1. 00 0. 00 C 
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ATOM 


459 


CGI 


VAL A 


35147. 188 


-0. 848 




ATOM 


460 


CG2 VAL A 


35145. 010 


0. 383 




ATOM 


461 


H 


VAL A 


35147. 380 


-2. 359 




ATOM 


462 


HA 


VAL A 


35144. 760 


-1. 026 


5 


ATOM 


463 


HB 


VAL A 


35145. 261 


-1. 726 




ATOM 


464 


1HG1 


VAL A 


35147. 862 


-1. 287 




ATOM 


465 


2HG1 VAL A 


35147. 226 


-1. 413 




ATOM 


466 


3HG1 


VAL A 


35147. 483 


0. 173 




ATOM 


467 


1HG2 


VAL A 


35143. 960 


0. 255 


10 


ATOM 


468 


2HG2 


VAL A 


35145. 392 


1. 231 




ATOM 


469 


3HG2 


VAL A 


35145. 140 


0. 551 




ATOM 


470 


N 


ILE A 


36145. 747 


1. 224 




ATOM 


471 


CA 


ILE A 


36146. 316 


2. 429 




ATOM 


472 


C 


ILE A 


36147. 242 


3. 136 


15 


ATOM 


473 


0 


ILE A 


36146. 961 


3. 200 




ATOM 


474 


CB 


ILE A 


36145. 216 


3. 410 




ATOM 


475 


CGI 


ILE A 


36144. 192 


2. 693 




ATOM 


476 


CG2 


ILE A 


36145. 828 


4. 590 




ATOM 


477 


CD1 


ILE A 


36143. 055 


3. 584 


20 


ATOM 


478 


H 


ILE A 


36144. 783 


1. 186 




ATOM 


479 


HA 


ILE A 


36146. 887 


2. 136 




ATOM 


480 


HB 


ILE A 


36144. 720 


3. 789 




ATOM 


481 


1HG1 


ILE A 


36144. 686 


2. 316 




ATOM 


482 


2HG1 


ILE A 


36143. 767 


1. 866 


25 


ATOM 


483 


1HG2 


ILE A 


36146. 782 


4. 299 




ATOM 


484 


2HG2 


ILE A 


36145. 968 


5. 413 




ATOM 


485 


3HG2 


ILE A 


36145. 168 


4. 894 




ATOM 


486 


1HD1 


ILE A 


36143. 454 


4. 434 




ATOM 


487 


2HD1 


ILE A 


36142. 502 


3. 928 




PCT/JP2003/010288 



8.012 1.00 0.00 C 

7. 873 1. 00 0. 00 C 

5. 565 1. 00 0. 00 H 

5.579 1.00 0. 00 H 

7. 880 1. 00 0. 00 H 
7.291 1.00 0.00 H 
8.931 1.00 0. 00 H 

8. 204 1. 00 0. 00 H 
7. 654 1. 00 0. 00 H 
7. 324 1. 00 0. 00 H 
8.931 1.00 0. 00 H 
5. 003 1. 00 0. 00 N 

4. 411 1. 00 0. 00 C 

5. 395 1. 00 0. 00 C 

6. 592 1. 00 0. 00 0 
3. 960 1. 00 0. 00 C 
3. 078 1. 00 0. 00 C 
3. 218 1. 00 0. 00 C 

2. 627 1. 00 0. 00 C 
5. 177 1. 00 0. 00 H 

3. 542 1. 00 0. 00 H 

4. 841 1. 00 0. 00 H 

2. 196 1. 00 0. 00 H 

3. 629 1. 00 0. 00 H 

2. 805 1. 00 0. 00 H 

3. 903 1. 00 0. 00 H 
2. 420 1. 00 0. 00 H 

2. 094 1. 00 0. 00 H 

3. 489 1. 00 0. 00 H 
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ATOM 


488 ; 


5HD1 


ILE A 


36142. 397 


3. 027 




ATOM 


489 


N 


ARG A 


37148. 348 


3. 667 




ATOM 


490 


CA 


ARG A 


37149. 317 


4. 368 




ATOM 


491 


C 


ARG A 


37149. 519 


5. 800 


5 


ATOM 


492 


0 


ARG A 


37149. 161 


6. 756 




ATOM 


493 


CB 


ARG A 


37150. 653 


3. 625 




ATOM 


494 


CG 


ARG A 


37150. 520 


2. 138 




ATOM 


495 


CD 


ARG A 


37150. 448 


1. 861 




ATOM 


496 


NE 


ARG A 


37149. 225 


2. 391 


10 


ATOM 


497 


CZ 


ARG A 


37149. 068 


2. 601 




ATOM 


498 


NH1 


ARG A 


37150.053 


2. 328 




ATOM 


499 


NH2 ARG A 


37147.924 


3. 087 




ATOM 


500 


H 


ARG A 


37148. 518 


3. 582 




ATOM 


501 


HA 


ARG A 


37148. 929 


4. 395 


15 


ATOM 


502 


1HB 


ARG A 


37151. 119 


3. 744 




ATOM 


503 


2HB 


ARG A 


37151. 293 


4. 058 




ATOM 


504 


1HG 


ARG A 


37149.620 


1. 770 




ATOM 


505 


2HG 


ARG A 


37151. 376 


1. 624 




ATOM 


506 


1HD 


ARG A 


37150. 480 


0. 793 


20 


ATOM 


507 


2HD 


ARG A 


37151. 301 


2. 320 




ATOM 


508 


HE 


ARG A 


37148. 481 


2. 601 




ATOM 


509 


1HH1 


ARG A 


37150. 918 


1. 961 




ATOM 


510 


2HH1 


ARG A 


37149. 929 


2. 488 




ATOM 


511 


1HH2 ARG A 


37147. 178 


3. 295 


25 


ATOM 


512 


2HH2 


ARG A 


37147. 805 


3. 245 




ATOM 


513 


N 


TRP A 


38150. 092 


5. 942 




ATOM 


514 


CA 


TRP A 


38150. 340 


7. 259 




ATOM 


515 


C 


TRP A 


38149.621 


7. 414 




ATOM 


516 


0 


TRP A 


38149.714 


6. 549 



^|^^ PCT/JP2003/010288 

I. 976 1. 00 0. 00 H 

4. 882 1. 00 0. 00 N 
5.718 1.00 0.00 C 
5.231 1.00 0.00 C 

5. 921 1. 00 0. 00 0 

5. 718 1. 00 0. 00 C 

6. 004 1. 00 0. 00 C 

7. 496 1. 00 0. 00 C 

8. 094 1. 00 0. 00 N 

9. 399 1. 00 0. 00 C 
10. 246 1. 00 0. 00 N 

9. 859 1. 00 0. 00 N 

3. 922 1. 00 0. 00 H 
6. 724 1. 00 0. 00 H 

4. 752 1. 00 0. 00 H 

6. 473 1. 00 0. 00 H 

5. 536 1. 00 0. 00 H 
5. 592 1. 00 0. 00 H 

7. 654 1. 00 0. 00 H 
7. 976 1. 00 0. 00 H 
7. 491 1. 00 0. 00 H 
9. 906 1. 00 0. 00 H 

II. 224 1. 00 0. 00 H 
9. 226 1. 00 0. 00 H 

10. 839 1. 00 0. 00 H 
4. 041 1. 00 0. 00 N 
3. 465 1. 00 0. 00 C 
2. 128 1. 00 0. 00 C 
1. 257 1. 00 0. 00 0 
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ATOM 


517 


CB TRP A 


38151. 845 


7. 487 




ATOM 


518 


CG TRP A 


38152. 172 


8. 692 




ATOM 


519 


CD1 TRP A 


38152. 385 


9. 965 




ATOM 


520 


CD 2 TRP A 


38152. 315 


8. 736 


5 


ATOM 


521 


NE1 TRP A 


38152. 652 


10. 798 




ATOM 


522 


CE2 TRP A 


38152. 614 


10. 067 




ATOM 


523 


CE3 TRP A 


38152. 218 


7. 779 




ATOM 


524 


CZ2 TRP A 


38152. 818 


10. 462 




ATOM 


525 


CZ3 TRP A 


38152. 421 


8. 174 


10 


ATOM 


526 


CH2 TRP A 


38152. 718 


9. 504 




ATOM- 


527 


H TRP A 


38150. 355 


5. 143 




ATOM 


528 


HA TRP A 


38149. 956 


7. 998 




ATOM 


529 


1HB TRP A 


38152. 303 


7. 619 




ATOM 


530 


2HB TRP A 


38152. 276 


6. 622 


15 


ATOM 


531 


HD1 TRP A 


38152. 347 


10. 260 




ATOM 


532 


HE1 TRP A 


38152. 840 


11. 757 




ATOM 


533 


HE3 TRP A 


38151. 989 


6. 750 




ATOM 


534 


HZ 2 TRP A 


38153. 045 


11. 485 




ATOM 


535 


HZ 3 TRP A 


38152. 350 


7. 447 


20 


ATOM 


536 


HH2 TRP A 


38152. 868 


9. 767 




ATOM 


537 


N ILE A 


39148. 914 


8. 527 




ATOM 


538 


CA ILE A 


39148. 186 


8. 807 




ATOM 


539 


C ILE A 


39148. 655 


10. 121 




ATOM 


540 


0 ILE A 


39148. 335 


11. 200 


25 


ATOM 


541 


CB ILE A 


39146. 667 


8. 879 




ATOM 


542 


CGI ILE A 


39146. 190 


7. 640 




ATOM 


543 


CG2 ILE A 


39145. 921 


9. 014 




ATOM 


544 


CD1 ILE A 


39145. 160 


7. 947 




ATOM 


545 


H ILE A 


39148. 886 


9. 181 
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3. 282 1. 00 0. 00 C 

2. 450 1. 00 0. 00 C 

2. 896 1. 00 0. 00 C 
1.025 1.00 0.00 C 

1. 836 1. 00 0. 00 N 
0. 677 1. 00 0. 00 C 

0. Oil 1. 00 0. 00 C 
-0. 644 1. 00 0. 00 C 
-1. 298 1. 00 0. 00 C 
-1. 616 1. 00 0. 00 C 

3. 538 1. 00 0. 00 H 

4. 152 1. 00 0. 00 H 
4.251 1.00 0. 00 H 

2. 800 1. 00 0. 00 H 

3. 934 1. 00 0. 00 H 

1. 898 1. 00 0. 00 H 
0. 236 1. 00 0. 00 H 

-0. 905 1. 00 0. 00 H 

-2. 094 1. 00 0. 00 H 

-2. 653 1. 00 0. 00 H 

1.971 1.00 0. 00 N 

0. 740 1. 00 0. 00 C 

0. 126 1. 00 0. 00 C 

0. 627 1. 00 0. 00 0 

0. 986 1. 00 0. 00 C 

1. 748 1. 00 0. 00 C 
-0. 333 1. 00 0. 00 C 

2. 814 1. 00 0. 00 C 
2. 700 1. 00 0. 00 H 
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ATOM 


546 


HA 


ILE A 


39148. 383 


O f\f\ A 

8. 004 




ATOM 


547 


HB 


ILE A 


39146. 462 


rv n r n 

9. 757 




ATOM 


548 


1HG1 


ILE A 


39145. 747 


6. 945 




ATOM 


549 


2HG1 


ILE A 


39147. 036 


7. 172 


5 


ATOM 


550 


1HG2 


ILE A 


39146. 587 


9. 412 




ATOM 


551 


2HG2 


ILE A 


39145. 082 


9. 681 




ATOM 


552 


3HG2 


ILE A 


39145. 564 


8. 044 




ATOM 


553 


1HD1 


ILE A 


39145. 546 


8. 705 




ATOM 


554 


2HD1 


ILE A 


39144. 946 


7. 049 


10 


ATOM 


555 


3HD1 


ILE A 


39144. 254 


8. 303 




ATOM 


556 


N 


GLY A 


40149. 421 


10. 027 




ATOM 


557 


CA 


GLY A 


40149. 925 


11. 219 




ATOM 


558 


C 


GLY A 


40150. 479 


10. 940 




ATOM 


559 


0 


GLY A 


40150. 290 


9. 853 


15 


ATOM 


560 


H 


GLY A 


40149. 648 


9. 142 




ATOM 


561 


1HA 


GLY A 


40149. 122 


11. 936 




ATOM 


562 


2HA 


GLY A 


40150. 707 


11. 646 




ATOM 


563 


N 


GLN A 


41 15 1. 164 


11. 928 




ATOM 


564 


CA 


GLN A 


41151. 749 


11. 795 


20 


ATOM 


565 


C 


GLN A 


41153. 233 


12. 162 




ATOM 


566 


0 


GLN A 


41153. 589 


13. 310 




ATOM 


567 


CB 


GLN A 


41151. 006 


12. 692 




ATOM 


568 


CG 


GLN A 


41149. 494 


12. 552 




ATOM 


569 


CD 


GLN A 


41148. 780 


13. 884 


25 


ATOM 


570 


0E1 


GLN A 


41148. 762 


14. 682 




ATOM 


571 


NE2 


GLN A 


41148. 187 


14. 129 




ATOM 


572 


H 


GLN A 


41151. 277 


12. 770 




ATOM 


573 


HA 


GLN A 


41151. 645 


10. 767 




ATOM 


574 


1HB 


GLN A 


41151. 260 


13. 721 
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0. 044 1. 00 0. 00 H 

1. 578 1. 00 0. 00 H 

1. 051 1. 00 0. 00 H 

2. 228 1. 00 0. 00 H 
-1. 085 1. 00 0. 00 H 
-0. 206 1. 00 0. 00 H 
-0. 647 1. 00 0. 00 H 

3. 479 1. 00 0. 00 H 
3. 377 1. 00 0. 00 H 
2.348 I. 00 0. 00 H 

-0. 956 1. 00 0. 00 N 

-1. 610 1. 00 0. 00 C 

-2. 992 1. 00 0. 00 C 

-3. 539 1. 00 0. 00 0 

-1. 310 1. 00 0. 00 H 

-1. 694 1. 00 0. 00 H 

-1. 001 1. 00 0. 00 H 

-3. 558 1. 00 0. 00 N 

-4. 885 1. 00 0. 00 C 

-4. 861 1. 00 0. 00 C 

-4. 593 1. 00 0. 00 0 

-5. 874 1. 00 0. 00 C 

-5. 804 1. 00 0. 00 C 

-5. 930 1. 00 0. 00 C 

-4. 993 1. 00 0. 00 0 

-7. 091 1. 00 0. 00 N 

-3. 071 1. 00 0. 00 H 

-5. 196 1. 00 0. 00 H 

-5. 669 1. 00 0. 00 H 
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ATOM 


575 


2HB 


GLN A 


41151. 324 


12. 446 




ATOM 


576 


1HG 


GLN A 


41149. 166 


11. 910 




ATOM 


577 


2HG 


GLN A 


41149. 230 


12. 107 




ATOM 


578 


1HE2 


GLN A 


41148. 242 


13. 447 


5 


ATOM 


579 


2HE2 


GLN A 


41147. 718 


14. 983 




ATOM 


580 


N 


PRO A 


42154. 123 


11. 192 




ATOM 


581 


CA 


PRO A 


42155. 571 


11. 431 




ATOM 


582 


C 


PRO A 


42155. 970 


12. 538 




ATOM 


583 


0 


PRO A 


42155. 226 


12. 862 


10 


ATOM 


584 


CB 


PRO A 


42156. 160 


10.. 089 




ATOM 


585 


CG 


PRO A 


42155. 105 


9. 086 




ATOM 


586 


CD 


PRO A 


42153. 796 


9. 795 




ATOM 


587 


HA 


PRO A 


42155. 932 


11. 675 




ATOM 


588 


1HB 


PRO A 


42156. 372 


10. 122 


15 


ATOM 


589 


2HB 


PRO A 


42157. 068 


9. 891 




ATOM 


590 


1HG 


PRO A 


42155. 182 


8. 247 




ATOM 


591 


2HG 


PRO A 


42155. 204 


8. 755 




ATOM 


592 


1HD 


PRO A 


42153. 468 


9. 707 




ATOM 


593 


2HD 


PRO A 


42153. 049 


9. 403 


20 


ATOM 


594 


N 


PRO A 


43157. 157 


13. 135 




ATOM 


595 


CA 


PRO A 


43157. 653 


14. 210 




ATOM 


596 


C 


PRO A 


43158. 072 


13. 701 




ATOM 


597 


0 


PRO A 


43159. 237 


13. 372 




ATOM 


598 


CB 


PRO A 


43158. 867 


14. 743 


25 


ATOM 


599 


CG 


PRO A 


43159. 338 


13. 593 




ATOM 


600 


CD 


PRO A 


43158. 107 


12. 807 




ATOM 


601 


HA 


PRO A 


43156. 922 


14. 995 




ATOM 


602 


1HB 


PRO A 


43159. 621 


15. 063 




ATOM 


603 


2HB 


PRO A 


43158. 570 


15. 575 
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6. 875 1. 00 0. 00 H 

6. 606 1. 00 0. 00 H 

4. 856 1. 00 0. 00 H 

•7. 792 1. 00 0. 00 H 

•7. 200 1. 00 0. 00 H 

•5. 140 1. 00 0. 00 N 

-5. 144 1. 00 0. 00 C 

•6. 115 1. 00 0. 00 C 

-7. 040 1. 00 0. 00 0 

-5.592 1.00 0.00 C 

-5.277 1.00 0.00 C 

-5.471 1. 00 0. 00 C 

-4. 156 1. 00 0. 00 H 

-6. 650 1. 00 0. 00 H 

-5. 043 1. 00 0. 00 H 

-5. 953 1. 00 0. 00 H 

-4. 253 1. 00 0. 00 H 

-6. 496 1. 00 0. 00 H 

-4. 796 1. 00 0. 00 H 

-5.916 1. 00 0. 00 N 

-6. 779 1. 00 0. 00 C 

-8. 154 1. 00 0. 00 C 

-8. 377 1. 00 0. 00 0 

-6.019 1.00 0.00 C 

-5. 199 1. 00 0. 00 C 

-4. 836 1. 00 0. 00 C 

-6. 894 1. 00 0. 00 H 

-6.722 1.00 O.OOH 

-5. 398 1. 00 0. 00 H 
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ATOM 


604 


1HG 


PRO A 


43160. 015 


12. 982 




ATOM 


605 


2HG 


PRO A 


43159. 827 


13. 954 




ATOM 


606 


1HD 


PRO A 


43158. 325 


11. 749 




ATOM 


607 


2HD 


PRO A 


43157. 724 


13. 126 


5 


ATOM 


608 


N 


GLY A 


44157. 115 


13. 641 




ATOM 


609 


CA 


GLY A 


44157. 408 


13. 172 




ATOM 


610 


C 


GLY A 


44156. 177 


12. 664 




ATOM 


611 


0 


GLY A 


44155. 900 


13. 064 




ATOM 


612 


H 


GLY A 


44156. 204 


13. 916 


10. 


ATOM 


613 


1HA 


GLY A 


44157. 832 


13. 986 




ATOM 


614 


2HA 


GLY A 


44158. 132 


12. 374 




ATOM 


615 


N 


LEU A 


45155. 434 


11. 777 




ATOM 


616 


CA 


LEU A 


45154. 226 


11. 214 




ATOM 


617 


C 


LEU A 


45153. 012 


11. 507 


15 


ATOM 


618 


0 


LEU A 


45152. 895 


10. 989 




ATOM 


619 


CB 


LEU A 


45154. 382 


9. 704 




ATOM 


620 


CG 


LEU A 


45154. 896 


8. 948 




ATOM 


621 


CD1 


LEU A 


45154. 503 


7. 479 




ATOM 


622 


CD 2 LEU A 


45156. 407 


9. 097 


20 


ATOM 


623 


H 


LEU A 


45155. 705 


11. 497 




ATOM 


624 


HA 


LEU A 


45154. 080 


11. 674 




ATOM 


625 


1HB 


LEU A 


45153. 420 


9. 294 




ATOM 


626 


2HB 


LEU A 


45155. 071 


9. 532 




ATOM 


627 


HG 


LEU A 


45154. 444 


9. 371 


25 


ATOM 


628 


1HD1 


LEU A 


45153. 934 


7. 217 




ATOM 


629 


2HD1 


LEU A 


45155. 393 


6. 869 




ATOM 


630 


3HD1 LEU A 


45153. 903 


7. 308 




ATOM 


631 


1HD2 LEU A 


45156. 882 


8. 155 




ATOM 


632 


2HD2 LEU A 


45156. 657 


9. 388 
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-5. 778 1. 00 0. 00 H 

-4. 306 1. 00 0. 00 H 

-4. 822 1. 00 0. 00 H 

-3. 877 1. 00 0. 00 H 

-9. 073 1. 00 0. 00 N 

10.414 1. 00 0. 00 C 

11. 134 1. 00 0. 00 C 

12. 265 1. 00 0. 00 0 
-8. 839 1. 00 0. 00 H 
10. 982 1. 00 0. 00 H 
10.354 1. 00 0. 00 H 
10.479 1. 00 0. 00 N 
11.068 1. 00 0. 00 C 
•10. 196 1. 00 0. 00 C 
-9.086 1. 00 0. 00 0 
•11.255 1. 00 0. 00 C 
•10.027 1. 00 0. 00 C 
-10.098 1. 00 0. 00 C 
-9. 903 1. 00 0. 00 C 
-9. 578 1. 00 0. 00 H 
-12.034 1. 00 0. 00 H 
-11. 528 1. 00 0. 00 H 
-12. 069 1. 00 0. 00 H 
-9. 141 1. 00 0. 00 H 
-9. 218 1. 00 0. 00 H 
-10. 146 1. 00 0. 00 H 
-10.979 1.00 0.00 H 
-10. 133 1. 00 0. 00 H 

-8. 893 1. 00 0. 00 H 
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9. 853 -10. 591 1.00 0. 00 H 
12. 339 -10. 702 1. 00 0. 00 N 

12. 688 -9. 956 1. 00 0. 00 C 
11. 517 -9. 931 1. 00 0. 00 C 

11. 193 -10. 942 1. 00 0. 00 0 

13. 914 -10. 577 1. 00 0. 00 C 

14. 730 -9. 558 1. 00 0. 00 C 

15. 208 -8. 573 1. 00 0. 00 0 
14.891 -9.790 1.00 0. 00 N 

12. 722 -11. 592 1. 00 0. 00 H 

12. 921 -8. 943 1. 00 0. 00 H 
14. 547 -11. 017 1. 00 0. 00 H 

13. 590 -11. 346 1. 00 0. 00 H 

14. 480 -10. 594 1. 00 0. 00 H 

15. 414 -9. 148 1. 00 0. 00 H 

10. 889 -8. 768 1. 00 0. 00 N 
9. 754 -8. 603 1. 00 0. 00 C 
9. 434 -7. 126 1. 00 0. 00 C 

9. 143 -6. 412 1. 00 0. 00 0 
8. 526 -9. 334 1. 00 0. 00 C 
8. 373 -9. 232 1. 00 0. 00 C 
7. 390 -10. 243 1. 00 0. 00 C 
7. 732 -11. 444 1. 00 0. 00 0 

6. 278 -9. 835 1. 00 0. 00 0 

11. 196 -8. 002 1. 00 0. 00 H 

10. 022 -9. 033 1. 00 0. 00 H 

7. 640 -8. 917 1. 00 0. 00 H 

8. 596 -10. 379 1. 00 0. 00 H 
9.337 -9.401 1.00 0.00 H 





ATOM 


633 . 


3HD2 LEU A 


45156. 754 




ATOM 


634 


N 


ASN A 


46152. 106 




ATOM 


635 


PA 


ASN A 


46 150. 905 




ATOM 


636 


r 


ASN A 


A f* 4 A f\ f\ n A 

46149. 929 


5 


ATOM 


637 


0 


ASN A 


46149. 305 




ATOM 


638 


CB 


ASN A 


46150. 233 




ATOM 


639 


CG 


ASN A 


46149. 461 




ATOM 


640 


0D1 


ASN A 


46150. 024 




ATOM 


641 


ND2 ASN A 


46148. 164 


10 


ATOM 


642 


H 


ASN A 


46152. 249 




ATOM 


643 


HA 


ASN A 


46 15 1. 197 




ATOM 


644 


4 TTT4 

1HB 


A O XT A 

ASN A 


46150. 990 




ATOM 


645 


2HB 


A PXT A 

ASN A 


46149. 548 




ATOM 


646 


1HD2 


1 HIT * 

ASN A 


46147. 782 


15 


ATOM 


647 


OTTT\ O 

2HD2 


A PXT A 

ASN A 


46147. 640 




ATOM 


648 


N 


GLU A 


47149. 803 




ATOM 


649 


CA 


GLU A 


47148. 906 




ATOM 


650 


C 


GLU A 


47148. 706 




ATOM 


651 


0 


GLU A 


47149. 665 


20 


ATOM 


652 


CB 


GLU A 


47149. 452 




ATOM 


653 


CG 


GLU A 


47150. 963 




ATOM 


654 


CD 


GLU A 


47151. 518 




ATOM 


655 


0E1 


GLU A 


47151. 557 




ATOM 


656 


0E2 


GLU A 


47151. 914 


25 


ATOM 


657 


H 


GLU A 


4 rr i r a aha 

47150. 329 




ATOM 


658 


HA 


GLU A 


47147. 951 




ATOM 


659 


1HB 


GLU A 


47148. 996 




ATOM 


660 


2HB 


GLU A 


47149. 189 




ATOM 


661 


1HG 


GLU A 


47151. 419 
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ATOM 


662 2HG 


GLU A 


47 15 1. 213 


8. 027 




ATOM 


uuu 


N 


TIT AT A 

VAL A 


A O 1 A *7 A f* A 

48147. 460 


9. 485 




ATOM 


0 04 


PA 


VAL A 


A O 1 A *7 1XA 

48147. 149 


A 1 AO 

9. 192 




ATOM 


000 


c 


VAL A 


48147. 473 


rr n A A 

7. 740 


5 


ATOM 


AAA 

000 


0 


VAL A 


48146. 697 


6. 836 




ATOM 


A A7 
00 ( 


CB 


VAL A 


48145. 667 


9. 463 




ATOM 


A A8 
005 


CGI 


VAL A 


j /-l 4 J 1— A A C\ 

48145. 413 


9. 366 




ATOM 


RAO 

ooy 


CG2 VAL A 


i r\ a At— c\ a n 

48145. 247 


10. 826 




ATOM 


0 I U 


H 


VAL A 


48146. 733 


9. 719 


10 


ATOM 


0/1 


HA 


VAL A 


48147. 756 


9. 837 




ATOM 


0 ( z 


HB 


VAL A 


M r^%. A r at\ aT\ 

48145. 070 


8. 709 




ATOM 


C7Q 
0 ( 0 


1HG1 


VAL A 


48146. 110 


10. 003 




ATOM 


£7/1 

o (4 


2HG1 


VAL A 


48145. 547 


8. 344 




ATOM 


(HO 


3HG1 


VAL A 


48144. 403 


9. 683 


15 


ATOM 


0(0 


1HG2 VAL A 


48146. 102 


11. 483 




ATOM 


C77 
0 1 1 


2HG2 VAL A 


48144. 486 


11. 244 




ATOM 


£7Q 
0 1 O 


3HG2 VAL A 


48144. 853 


10. 716 




ATOM 


ft 7Q 

o / y 


N 


LEU A 


49148. 628 


7. 523 




ATOM 


con 
OoU 


CA 


LEU A 


49149. 056 


6. 179 


20 


ATOM 


AQ 1 
Oo 1 


C 


LEU A 


49148. 967 


5. 975 




ATOM 


AB9 
Oo£ 


0 


LEU A 


49149. 649 


6. 651 




ATOM 


AQQ 
Ooo 


CB 


LEU A 


49150. 488 


5. 931 




ATOM 


054 


CG 


LEU A 


49150. 689 


6. 006 




ATOM 


ARR 
000 


CDl 


LEU A 


49152. 159 


6. 205 


25 


ATOM 


686 


CD2 


! LEU A 


49150. 153 


A TPfl 

4. 752 




ATOM 


687 


H 


LEU A 


49149. 206 


8. 286 




ATOM 


688 


HA 


LEU A 


49148. 397 


5. 477 




ATOM 


689 


1HB 


LEU A 


49151. 133 


6. 662 




ATOM 


690 


2HB 


LEU A 


49150. 789 


4. 948 
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8. 240 1. 00 0. 00 H 

6. 673 1. 00 0. 00 N 

5. 280 1. 00 0. 00 C 

•4. 951 1. 00 0. 00 C 

•5. 256 1. 00 0. 00 0 

-4. 963 1. 00 0. 00 C 

-3. 467 1. 00 0. 00 C 

-5. 495 1. 00 0. 00 C 

-7. 288 1. 00 0. 00 H 

-4. 660 1. 00 0. 00 H 

-5. 456 1. 00 0. 00 H 

-2. 942 1. 00 0. 00 H 

-3. 145 1. 00 0. 00 H 

-3. 252 1. 00 0. 00 H 

-5. 515 1. 00 0. 00 H 

-4. 852 1. 00 0. 00 H 

-6. 494 1. 00 0. 00 H 

-4. 329 1. 00 0. 00 N 

-3. 963 1. 00 0. 00 C 
-2. 457 1. 00 0. 00 C 
-1. 687 1. 00 0. 00 0 
-4. 439 1. 00 0. 00 C 
-5. 954 1. 00 0. 00 C 
-6. 288 1. 00 0. 00 C 
-6. 626 1. 00 0. 00 C 
-4. 112 1. 00 0. 00 H 
-4. 449 1. 00 0. 00 H 
-3. 974 1. 00 0. 00 H 
-4. 109 1. 00 0. 00 H 
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ATOM 691 HG LEU A 49150.142 6.855 -6.341 1.00 0. 00 H 

ATOM 692 1HD1 LEU A 49152.669 5.254 -6.248 1.00 0. 00 H 

ATOM 693 2HD1 LEU A 49152.603 6.881 -5.572 1.00 0. 00 H 

ATOM 694 3HD1 LEU A 49152.250 6.621 -7.280 1.00 0. 00 H 

5 ATOM 695 1HD2 LEU A 49149.135 4.922 -6.945 1.00 0. 00 H 

ATOM 696 2HD2 LEU A 49150.178 3.930 -5.926 1.00 0. 00 H 

ATOM 697 3HD2 LEU A 49150.763 4.513 -7.483 1.00 0. 00 H 

ATOM 698 N ALA A 50148.121 5.041 -2.041 1.00 0. 00 N 

ATOM 699 CA ALA A 50147.945 4.752 -0.626 1.00 0. 00 C 

10 ATOM 700 C ALA A 50148.882 3.638 -0.173 1.00 0. 00 C 

ATOM 701 0 ALA A 50148.766 2.496 -0.616 1.00 0.00 0 

ATOM 702 CB ALA A 50146.498 4.377 -0.339 1.00 0. 00 C 

ATOM 703 H ALA A 50147.603 4.535 -2.702 1.00 0. 00 H 

ATOM 704 HA ALA A 50148.175 5.652 -0.075 1.00 0. 00 H 

15 ATOM 705 1HB ALA A 50146.198 4.799 0.610 1.00 0. 00 H 

ATOM 706 2HB ALA A 50146.406 3.303 -0.300 1.00 0. 00 H 

ATOM 707 3HB ALA A 50145.864 4.766 -1.122 1.00 0. 00 H 

ATOM 708 N GLY A 51149.813 3.979 0.712 1.00 0. 00 N 

ATOM 709 CA GLY A 51150.760 2.998 1.211 1.00 0. 00 C 

20 ATOM 710 C GLY A 51150.106 1.965 2.109 1.00 0. 00 C 

ATOM 711 0 GLY A 51149.797 2.248 3.266 1.00 0.00 0 

ATOM 712 H GLY A 51149.860 4.905 1.030 1.00 0. 00 H 

ATOM 713 1HA GLY A 51151.212 2.492 0.370 1.00 0. 00 H 

ATOM 714 2HA GLY A 51151.530 3.507 1.769 1.00 0. 00 H 

25 ATOM 715 N LEU A 52149.894 0.768 1.575 1.00 0. 00 N 

ATOM 716 CA LEU A 52149.273 -0.310 2.338 1.00 0. 00 C 

ATOM 717 C LEU A 52150.326 -1.142 3.061 1.00 0. 00 C 

ATOM 718 0 LEU A 52151.468 -1.243 2.613 1.00 0.00 0 

ATOM 719 CB LEU A 52148.444 -1.205 1.414 1.00 0. 00 C 
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-4. 315 
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-2. 545 
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-0. 977 
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-3. 732 
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53152. 870 


-2. 223 
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0. 868 1. 00 0. 00 C 

0. 242 1. 00 0. 00 C 

1. 984 1. 00 0. 00 C 
0. 647 1. 00 0. 00 H 
3.071 1.00 0. 00 H 

0. 579 1. 00 0. 00 H 

1. 963 1. 00 0. 00 H 
0. 450 1. 00 0. 00 H 

0. 074 1. 00 0. 00 H 
-1. 131 1. 00 0. 00 H 
-0. 455 1. 00 0. 00 H 

1. 591 1. 00 0. 00 H 

2. 386 1. 00 0. 00 H 
2. 765 1. 00 0. 00 H 
4. 184 1. 00 0. 00 N 

4. 970 1. 00 0. 00 C 

5. 036 1. 00 0. 00 C 

5. 758 1. 00 0. 00 0 

6. 383 1. 00 0. 00 C 

7. 260 1. 00 0. 00 C 

8. 648 1. 00 0. 00 C 

9. 104 1. 00 0. 00 0 
9. 281 1. 00 0. 00 0 
4. 490 1. 00 0. 00 H 
4. 486 1. 00 0. 00 H 
6.317 1.00 0. 00 H 
6.859 1.00 0. 00 H 

6. 789 1. 00 0. 00 H 

7. 353 1. 00 0. 00 H 
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ATOM 


755 


CD1 


LEU A 


54152. 286 
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-6. 487 


1. 190 
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0. 00 c 




ATOM 


757 
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54151. 750 


-4. 573 


3. 725 
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54149. 568 
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0. 00 c 


25 


ATOM 


773 


CG 


GLU A 


55147. 840 


-8. 051 


8. 264 


1. 00 


0. 00 c 
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-9. 960 


10 


ATOM 


787 


CB 


ASP A 


56151. 682 


-12. 279 




ATOM 


788 


CG 


ASP A 


56151. 146 


-13. 527 




ATOM 


789 


0D1 


ASP A 


56151. 658 


-14. 628 




ATOM 


790 


0D2 ASP A 


56150. 215 


-13. 404 




ATOM 


791 


H 


ASP A 


56150. 649 


-9. 963 


15 


ATOM 


792 


HA 


ASP A 


56152. 431 


-11. 775 
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GLU A 


57154. 576 


-11. 644 
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-9. 507 
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GLU A 


57156. 919 


-11. 893 
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8. 071 1. 00 0. 00 H 

6. 968 1. 00 0. 00 H 

8. 605 1. 00 0. 00 H 

9. 191 1. 00 0. 00 H 

7. 516 1. 00 0. 00 H 
6. 050 1. 00 0. 00 N 
5. 804 1. 00 0. 00 C 
5. 286 1. 00 0. 00 C 
4. 303 1. 00 0. 00 0 

4. 800 1. 00 0. 00 C 

5. 473 1. 00 0. 00 C 

5. 177 1. 00 0. 00 0 

6. 297 1. 00 0. 00 0 

5. 342 1. 00 0. 00 H 

6. 741 1. 00 0. 00 H 
4. 249 1. 00 0. 00 H 

4. 112 1. 00 0. 00 H 

5. 955 1. 00 0. 00 N 

5. 561 1. 00 0. 00 C 
4. 261 1. 00 0. 00 C 

4. 276 1. 00 0. 00 0 

6. 669 1. 00 0. 00 C 

7. 910 1. 00 0. 00 C 
9. 194 1. 00 0. 00 C 

10. 197 1. 00 0. 00 0 
9. 197 1. 00 0. 00 0 
6. 730 1. 00 0. 00 H 

5. 409 1. 00 0. 00 H 

6. 957 1. 00 0. 00 H 
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N 


ASP A 


63159. 797 


-1. 291 




ATOM 


864 


CA 


ASP A 


63159. 510 


-1. 071 
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2. 453 1. 00 0. 00 H 

2. 849 1. 00 0. 00 H 

0. 646 1. 00 0. 00 N 

•0. 159 1. 00 0. 00 C 

0. 573 1. 00 0. 00 C 

0. 946 1. 00 0. 00 0 

0. 770 1. 00 0. 00 C 

0. 047 1. 00 0. 00 S 
-0. 217 1. 00 0. 00 H 
-1. 013 1. 00 0. 00 H 

1. 665 1. 00 0. 00 H 

1. 040 1. 00 0. 00 H 
0. 292 1. 00 0. 00 H 
0. 777 1. 00 0. 00 N 
1.465 1. 00 0. 00 C 

2. 932 1. 00 0. 00 C 

3. 407 1. 00 0. 00 0 
0. 780 1. 00 0. 00 C 
0. 179 1. 00 0. 00 0 

-0. 297 1. 00 0. 00 C 

0. 456 1. 00 0. 00 H 
1.411 1.00 0. 00 H 

1. 521 1. 00 0. 00 H 
0. 864 1. 00 0. 00 H 

-1. 175 1. 00 0. 00 H 

-0. 546 1. 00 0. 00 H 

0.066 1.00 0.00 H 

3/642 1. 00 0. 00 N 

5.055 1.00 0.00 C 
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ATOM 
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c 


A OTl A 

ASP A 


63158. 8Z3 


0. 274 




ATOM 


866 
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k r\T\ A 
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An i ro a A A 

63158. 994 


n Ai o 

0. 913 
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ft T» 

CB 


A ft TV A 

ASP A 


63160. 800 


1 ion 

-1. 132 




ATOM 


868 


CG 


ASP A 


63161. 816 


A AAA 

-0. 098 


5 


ATOM 


869 


0D1 


ASP A 


nn 1 Aft AAA 

63162. 969 


-0. 483 




ATOM 


870 


0D2 


ASP A 


ft n 4 f% -4 a f f\ 

63 16 1. 459 


l. 098 




ATOM 


871 


H 


ASP A 


r» ft 1 r» ft j a ft 

63160. 492 


-0. 755 




ATOM 


872 


HA 


ASP A 


ft o a t~ e\ r\ a ft 

63158. 847 


-l. 857 




ATOM 


873 


1HB 


ASP A 


63160. 568 


-0. 958 


10 


ATOM 


874 


2HB 


ASP A 


63 16 1- 241 


-2. 1 13 




ATOM 


875 


N 


GLY A 


64158. 045 


0. 698 




ATOM 


876 


CA 


GLY A 


64157. 344 


1. 966 




ATOM 


877 


C 


GLY A 


64158. 028 


3. 069 




ATOM 


878 


0 


GLY A 


64158. 120 


4. 204 


15 


ATOM 


879 


H 


GLY A 


64157. 946 


0. 148 




ATOM 


880 


1HA 


GLY A 


64156. 341 


1. 839 




ATOM 


881 


2HA 


GLY A 


64157. 292 


2. 255 




ATOM 


882 


N 


THR A 


65158. 508 


2. 736 




ATOM 


883 


CA 


THR A 


65159. 188 


3. 707 


20 


ATOM 


884 


C 


THR A 


65158. 823 


3. 496 




ATOM 


885 


0 


THR A 


65158. 776 


2. 365 




ATOM 


886 


CB 


THR A 


ft f a ft r\ n ft, n 

65160. 703 


3. 602 




ATOM 


887 


OGl 


THR A 


65161. 154 


A O A If 

2. 295 




ATOM 


888 


CG2 


THR A 


65161. 162 


3. 928 


25 


ATOM 


889 


H •• 


THR A 


ft f 4 T~ f\ 1 A ft 

65158. 403 


4 ft 1 J 

l. 814 




ATOM 


890 


HA 


THR A 


65158. 865 


4. 692 




ATOM 


891 


HB 


THR A 


65161. 184 


4. 295 




ATOM 


892 


HGl 


THR A 


65160. 864 


2. 054 




ATOM 


893 


1HG2 


THR A 


65160.333 


4. 326 
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5. 267 l. 00 0. 00 C 

6. 306 l. 00 0. 00 0 
5. 874 l. 00 0. 00 C 
5. 431 l. 00 0. 00 C 
5. 143 l. 00 0. 00 0 
5. 371 l. 00 0. 00 0 

3. 207 l. 00 0. 00 H 

5. 385 l. 00 0. 00 H 

6. 914 l. 00 0. 00 H 
5. 768 l. 00 0. 00 H 

4. 277 l. 00 0. 00 N 
4. 375 l. 00 0. 00 C 

3. 593 l. 00 0. 00 C 

4. 059 l. 00 0. 00 0 
3. 473 l. 00 0. 00 H 
3. 997 l. 00 0. 00 H 

5. 414 l. 00 0.00 H 

2. 400 l. 00 0. 00 N 
l. 550 l. 00 0. 00 C 

0. 083 l. 00 0. 00 C 
-0. 399 l. 00 0. 00 0 

1. 730 l. 00 0. 00 C 

1. 424 l. 00 0. 00 0 

3. 135 l. 00 0. 00 C 

2. 083 l. 00 0. 00 H 
l. 850 l. 00 0. 00 H 
l. 056 l. 00 0. 00 H 
0. 541 l. 00 0. 00 H 

3. 701 l. 00 0. 00 H 
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HG2 THR A 65161.954 4.661 3.094 1.00 0. 00 H 

HG2 THR A 65161.526 3.031 3.613 1.00 0. 00 H 

N PHE A 66158.565 4.594 -0.621 1.00 0. 00 N 

CA PHE A 66158.205 4.530 -2.032 1.00 0. 00 C 

C PHE A 66159.340 5.050 -2.907 1.00 0. 00 C 

0 PHE A 66159.609 6.250 -2.942 1.00 0.00 0 

CB PHE A 66156.933 5.338 -2.293 1.00 0. 00 C 

CG PHE A 66156.226 4.951 -3.560 1.00 0. 00 C 

CD 1 PHE A 66155.795 3.648 -3.758 1.00 0. 00 C 

CD2 PHE A 66155.992 5.888 -4.553 1.00 0. 00 C 

CE1 PHE A 66155.145 3.289 -4.923 1.00 0. 00 C 

CE2 PHE A 66155.343 5.534 -5.721 1.00 0. 00 C 

CZ PHE A 66154.919 4.232 -5.906 1.00 0. 00 C 

H PHE A 66158.618 5.468 -0.181 1.00 0. 00 H 

HA PHE A 66158.020 3.494 -2.280 1.00 0. 00 H 

1HB PHE A 66156.247 5.191 -1.472 1.00 0. 00 H 

2HB PHE A 66157.188 6.385 -2.360 1.00 0. 00 H 

HD1 PHE A 66155.971 2.909 -2.990 1.00 0. 00 H 

HD2 PHE A 66156.324 6.906 -4.409 1.00 0. 00 H 

HE 1 PHE A 66154.815 2.270 -5.065 1.00 0. 00 H 

HE2 PHE A 66155.167 6.273 -6.487 1.00 0. 00 H 
HZ PHE A 66154.411 3.953 -6.818 1.00 0. 00 H 
N ARG A 67160.001 4.139 -3.614 1.00 0. 00 N 
CA ARG A 67161.107 4.506 -4.490 1.00 0. 00 C 
C ARG A 67162.211 5.212 -3.708 1.00 0. 00 C 
0 ARG A 67162.933 6.048 -4.251 1.00 0.00 0 
CB ARG A 67160.612 5.408 -5.622 1.00 0. 00 C 
CG ARG A 67159.489 4.794 -6.441 1.00 0. 00 C 
CD ARG A 67158.923 5.788 -7.443 1.00 0. 00 C 





ATOM 


894 l 




ATOM 


895 i 




ATOM 


896 




ATOM 


897 


5 


ATOM 


898 




ATOM 


899 




ATOM 


900 




ATOM 


901 




ATOM 


902 


10 


ATOM 


903 




ATOM 


904 




ATOM 


905 




ATOM 


906 




ATOM 


907 


15 


ATOM 


908 




ATOM 


909 




ATOM 


910 




ATOM 


911 




ATOM 


912 


20 


ATOM 


913 




ATOM 


914 




ATOM 


915 




ATOM 


916 




ATOM 


917 


25 


ATOM 


918 




ATOM 


919 




ATOM 


920 




ATOM 


921 




ATOM 


922 
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ATOM 923 NE ARG A 67157.777 5.245 -8.167 1.00 0. 00 N 

ATOM 924 CZ ARG A 67157.880 4.402 -9.192 1.00 0. 00 C 

ATOM 925 NH1 ARG A 67159.073 4.005 -9.618 1.00 0. 00 N 

ATOM 926 NH2 ARG A 67156.787 3.955 -9.795 1.00 0. 00 N 

5 ATOM .927 H ARG A 67159.739 3.197 -3.544 1.00 0. 00 H 

ATOM 928 HA ARG A 67161.509 3.598 -4.915 1.00 0. 00 H 

ATOM 929 1HB ARG A 67160.253 6.334 -5.197 1.00 0. 00 H 

ATOM 930 2HB ARG A 67161.437 5.622 -6.285 1.00 0. 00 H 

ATOM 931 1HG ARG A 67159.873 3.939 -6.977 1.00 0. 00 H 

10 ATOM 932 2HG ARG A 67158.699 4.480 -5.775 1.00 0. 00 H 

ATOM 933 1HD ARG A 67158.613 6.677 -6.912 1.00 0. 00 H 

ATOM 934 2HD ARG A 67159.697 6.046 -8.152 1.00 0. 00 H 

ATOM 935 HE ARG A 67156.884 5.521 -7.874 1.00 0. 00 H 

ATOM 936 1HH1 ARG A 67159.902 4.339 -9.169 1.00 0. 00 H 

15 ATOM 937 2HH1 ARG A 67159.143 3.372 -10.389 1.00 0. 00 H 

ATOM 938 1HH2 ARG A 67155.885 4.251 -9.479 1.00 0. 00 H 

ATOM 939 2HH2 ARG A 67156.864 3.323 -10.566 1.00 0. 00 H 

ATOM 940 N GLY A 68162.335 4.871 -2.429 1.00 0. 00 N 

ATOM 941 CA GLY A 68163.353 5.483 -1.595 1.00 0. 00 C 

20 ATOM 942 C GLY A 68162.794 6.570 -0.696 1.00 0. 00 C 

ATOM 943 0 GLY A 68163.408 6.925 0.310 1.00 0.00 0 

ATOM 944 H GLY A 68161.732 4.199 -2.049 1.00 0. 00 H 

ATOM 945 1HA GLY A 68163.803 4.719 -0.979 1.00 0. 00 H 

ATOM 946 2HA GLY A 68164.112 5.912 -2.231 1.00 0. 00 H 

25 ATOM 947 N THR A 69161.630 7.102 -1.058 1.00 0. 00 N 

ATOM 948 CA THR A 69160.995 8.154 -0.275 1.00 0. 00 C 

• ATOM 949 C THR A 69160.179 7.565 0.871 1.00 0. 00 C 

ATOM 950 0 THR A 69159.128 6.961 0.651 1.00 0.00 0 

ATOM 951 CB THR A 69160.098 9.013 -1.167 1.00 0. 00 C 
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7Ulou. boo 


7 7/4 9 
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7 A 1 CO ft Q A 
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7 930. 
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7ni po 7ft Q 

701bo. (yo 


9 11ft 
o. 1 10 
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7Hi co no ft 
701bo. 9ob 


0 399 
y. 666 
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965 


CB 


ARG A 


«a i cn ft c 9 

701oU. 9bo 


7 190 

/. ioy 


15 


ATOM 


966 


CG 


ARG A 


i7Al£*A O 0 G 

701o0. oZb 


ft C70 

b. b ( U 




ATOM 


967 


CD 


ARG A 


70 1 bl). 9ob 


7 197 




ATOM 


968 


NE 


ARG A 


7n i co ion 
701oZ. 1Z9 


ft 99 1 
b. 6L 1 




ATOM 


969 


CZ 


ARG A 


701bZ. obb 


ft c; 
b. 0 i 0 




ATOM 


970 


NHl ARG A 


7n 1 ft 0 CCQ 

i U lb A. boy 


7 ft 1 0 

i. oiu 


20 


ATOM 


971 


NH2 ARG A 


7ft 1 ft 9 Q Q 0 

[Ulbo. OOU 


C 703 
0. Iu6 




ATOM 


a f7 n 

972 


H 


ARG A 


7H 1 ft i coo 

t u lu i. ouy 


2 99/1 
o. £04 




ATOM 
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973 


HA 


ARG A 


7ft IRQ ft 1 0 

( u loy. o iy 


ft 941 
0. 641 




ATOM 


974 


lHB 


ARG A 


7ft 1 ft 1 709 

f U 10 1. (oo 


" ft £07 
0. OU ( 




ATOM 


975 


2HB 


ARG A 


7ft 1 ft 1 99£ 

f U 10 1. oZo 


o 190 

0. 160 


25 


ATOM 


A 17 A 

976 


lHG 


ARG A 


7A1CA 077 

/uioy. l i ( 


ft 99R 

0. 06U 




ATOM 


977 


2HG 


ARG A 


70160. 437 


5. 495 




ATOM 


978 


lHD 


ARG A 


70161.321 


8. 133 




ATOM 


979 


2HD 


ARG A 


70160. 257 


7. 147 




ATOM 


980 


HE 


ARG A 


70162. 369 


5. 551 
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2.361 1. 00 0. 00 0 

0. 501 1. 00 0. 00 C 

•1. 870 1. 00 0. 00 H 

0. 139 1. 00 0. 00 H 

-1.432 1. 00 0. 00 H 

-2. 148 1. 00 0. 00 H 

-1. 255 1. 00 0. 00 H 

0. 064 1. 00 0. 00 H 

0. 164 1. 00 0. 00 H 

2. 093 1. 00 0. 00 N 

3. 273 1. 00 0. 00 C 
3. 643 1. 00 0. 00 C 

3. 770 1. 00 0. 00 0 

4. 452 1. 00 0. 00 C 

5. 714 1. 00 0.00 C 

6. 965 1. 00 0. 00 C 

7. 387 1. 00 0. 00 N 

8. 472 1. 00 0. 00 C 

9. 250 1. 00 0. 00 N 
8. 782 1. 00 0. 00 N 

2. 205 1. 00 0. 00 H 

3. 041 1. 00 0. 00 H 

4. 174 1. 00 0. 00 H 

4. 676 1. 00 0. 00 H 

5. 730 1. 00 0. 00 H 

5. 708 1. 00 0. 00 H 

6. 762 1. 00 0. 00 H 

7. 763 1. 00 0. 00 H 
6. 830 1. 00 0. 00 H 
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ATOM 981 1HH1 ARG A 70161.788 8.203 9.022 1.00 0. 00 H 

ATOM 982 2HH1 ARG A 70163. 108 7. 795 10. 066 1. 00 0. 00 H 

ATOM 983 1HH2 ARG A 70164. 106 5. 012 8. 201 1. 00 0. 00 H 

ATOM 984 2HH2 ARG A 70164. 426 5. 984 9. 599 1. 00 0. 00 H 

5 ATOM 985 N TYR A 71157.633 7.498 3.811 1.00 0. 00 N 

ATOM 986 CA TYR A 71156.424 8.231 4.165 1.00 0. 00 C 

ATOM 987 C TYR A 71155.976 7.891 5.583 1.00 0. 00 C 

ATOM 988 0 TYR A 71155.657 8.779 6.373 1.00 0.00 0 

ATOM 989 CB TYR A 71155.302 7.914 3.175 1.00 0. 00 C 

10 ATOM 990 CG TYR A 71155.508 8.530 1.808 1.00 0. 00 C 

ATOM 991 CD 1 TYR A 71155.560 9.908 1.648 1.00 0. 00 C 

ATOM 992 CD2 TYR A 71155.651 7.731 0.681 1.00 0. 00 C 

ATOM 993 CE1 TYR A 71155.748 10.475 0.401 1.00 0. 00 C 

ATOM 994 CE2 TYR A 71155.840 8.290 -0.569 1.00 0. 00 C 

15 ATOM 995 CZ TYR A 71155.888 9.661 -0.703 1.00 0. 00 C 

ATOM 996 OH TYR A 71156.075 10.221 -1.946 1.00 0.00 0 

ATOM 997 H TYR A 71157.587 6.526 3.695 1.00 0. 00 H 

ATOM 998 HA TYR A 71156.648 9.286 4.115 1.00 0. 00 H 

ATOM 999 1HB TYR A 71155.234 6.844 3.048 1.00 0. 00 H 

20 ATOM 1000 2HB TYR A 71154.368 8.285 3.569 1.00 0. 00 H 

ATOM 1001 HD1 TYR A 71155.450 10.542 2.515 1.00 0. 00 H 

ATOM 1002 HD2 TYR A 71155.613 6.657 0.788 1.00 0. 00 H 

ATOM 1003 HE 1 TYR A 71155.785 11.549 0.297 1.00 0. 00 H 

ATOM 1004 HE2 TYR A 71155.950 7.654 -1.435 1.00 0. 00 H 

25 ATOM 1005 HH TYR A 71155.283 10.101 -2.476 1.00 0. 00 H 

ATOM 1006 N PHE A 72155.956 6.600 5.898 1.00 0. 00 N 

ATOM 1007 CA PHE A 72155.548 6.144 7.222 1.00 0. 00 C 

ATOM 1008 C PHE A 72156.530 5.113 7.768 1.00 0. 00 C 

ATOM 1009 0 PHE A 72157.388 4.612 7.042 1.00 0.00 0 
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ATOM 


1038 


2HG2 THR A 


73159. 977 
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7. 167 1. 00 0. 00 C 

6. 093 1. 00 0. 00 C 

4. 768 1. 00 0. 00 C 

6. 410 1. 00 0. 00 C 

3. 779 1. 00 0. 00 C 

5. 425 1. 00 0. 00 C 

4. 107 1. 00 0. 00 C 

5. 226 1. 00 0. 00 H 

7. 880 1. 00 0. 00 H 

8. 115 1. 00 0. 00 H 

6. 982 1. 00 0. 00 H 

4. 509 1. 00 0. 00 H 

7. 440 1. 00 0. 00 H 

2. 749 1. 00 0. 00 H 

5. 685 1. 00 0. 00 H 

3. 335 1. 00 0. 00 H 

9. 053 1. 00 0. 00 N 
9. 698 1. 00 0. 00 C 

10. 005 1. 00 0. 00 C 

10. 954 1. 00 0. 00 0 

10. 986 1. 00 0. 00 C 

10. 847 1. 00 0. 00 0 

11. 400 1. 00 0. 00 C 
9. 581 1. 00 0. 00 H 
9. 016 1. 00 0. 00 H 

11. 788 1. 00 0. 00 H 

11. 715 1. 00 0. 00 H 

12. 464 1. 00 0. 00 H 

10. 874 1. 00 0. 00 H 
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20 
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25 
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0 
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CB 
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ATOM 
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THR A 73159. 133 2. 712 

CYS A 74156. 759 l. 5ll 

CYS A 74156. 104 0. 222 

CYS A 74157. 120 -0. 916 

CYS A 74158. 299 -Q. 699 

CYS A 74155. 043 0. 005 

CYS A 74153. 400 0. 615 

CYS A 74157. 392 l. 624 

CYS A 74155. 623 0. 231 

CYS A 74155. 349 0. 516 

CYS A 74154. 958 -l. 052 

CYS A 74153. 461 l. 565 

ALA A 75156.654 -2.127 

ALA A 75157.521 -3.299 

ALA A 75158.160 -3.510 

ALA A 75157.646 -3.043 

ALA A 75156.737 -4.534 

ALA A 75155. 703 -2. 236 

ALA A 75158.301 -3.134 

ALA A 75157.146 -5.403 

ALA A 75155.701 -4.415 

ALA A 75156.810 -4.663 

LEU A 76159. 285 -4. 219 

LEU A 76159.994 -4.493 

LEU A 76159. 283 -5. 576 

LEU A 76158. 703 -6. 503 

LEU A 76161.433 -4.921 

LEU A 76162.351 -3.804 

LEU A 76162. 435 -3. 826 
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11. 155 1. 00 0. 00 H 

9. 195 1. 00 0. 00 N 

9. 380 1. 00 0. 00 C 

9. 346 1. 00 0. 00 C 

9. 070 1. 00 0. 00 0 
8. 299 1. 00 0. 00 C 
8. 745 1. 00 0. 00 S 
8. 455 1. 00 0. 00 H 

10. 346 1. 00 0. 00 H 

7. 398 1. 00 0. 00 H 

8. 095 1. 00 0. 00 H 

8. 873 1. 00 0. 00 H 

9. 629 1. 00 0. 00 N 

9. 631 1. 00 0. 00 C 

8. 263 1. 00 0. 00 C 

7. 247 1. 00 0. 00 0 

10. 046 1. 00 0. 00 C 

9. 841 1. 00 0. 00 H 

10. 359 1. 00 0. 00 H 
9. 551 1. 00 0. 00 H 
9. 767 1. 00 0. 00 H 

11. 116 1. 00 0. 00 H 

8. 243 1. 00 0. 00 N 
6. 999 1. 00 0. 00 C 
6. 194 1. 00 0. 00 C 

6. 759 1. 00 0. 00 0 
7.291 1.00 0. 00 C 

7. 794 1. 00 0. 00 C 

9. 312 1. 00 0. 00 C 
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1. 179 1. 00 0. 00 C 
9. 085 1. 00 0. 00 H 
6. 419 1. 00 0. 00 H 

8. 036 1. 00 0. 00 H 

6. 383 1. 00 0. 00 H 

7. 497 1. 00 0. 00 H 

9. 658 1. 00 0. 00 H 
9. 728 1.-00 0. 00 H 
9. 628 1. 00 0. 00 H 

6. Ill 1.00 0.00 H 

7. 603 1. 00 0. 00 H 
7. 386 1. 00 0. 00 H 
4. 872 1. 00 0. 00 N 

3. 989 1. 00 0. 00 C 

4. 245 1. 00 0. 00 C 
4. 083 1. 00 0. 00 0 
4. 186 1. 00 0. 00 C 

3. 921 1. 00 0. 00 C 

2. 448 1. 00 0. 00 C 
2. 255 1. 00 0. 00 C 
2. 849 1. 00 0. 00 N 

4. 480 1. 00 0. 00 H 

2. 971 1. 00 0. 00 H 

5. 203 1. 00 0. 00 H 

3. 515 1. 00 0. 00 H 

4. 493 1. 00 0. 00 H 
4. 228 1. 00 0. 00 H 
1. 973 1. 00 0. 00 H 
1. 989 1. 00 0. 00 H 
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-6. 708 1. 197 1. 00 0. 00 H 

-5. 879 2. 726 1. 00 0. 00 H 

-8. 544 2. 608 1. 00 0. 00 H 

-7. 433 3. 884 1. 00 0. 00 H 

-7.116 2.482 1.00 0. 00 H 

-5. 350 4. 644 1. 00 0. 00 N 

-5. 274 4. 922 1. 00 0. 00 C 

-3. 926 4. 490 1. 00 0. 00 C 

-3. 339 5. 184 1. 00 0. 00 0 

10 ATOM 1106 CB LYS A 78154.924 -5.500 6.412 1.00 0. 00 C 

6. 841 6. 922 1. 00 0. 00 C 

7. 022 8. 401 1. 00 0. 00 C 
7. 842 8. 618 1. 00 0. 00 C 
7. 350 9. 780 1. 00 0. 00 N 

1.5 ATOM lill H LYS A 78157.169 -4.548 4.754 1.00 0. 00 H 

-6. 054 4. 357 1. 00 0. 00 H 

-4.719 6.974 1.00 0. 00 H 

-5. 447 6. 589 1. 00 0. 00 H 

-7.631 6.368 1.00 0. 00 H 

20 ATOM 1116 2HG LYS A 7815(1 494 -6.896 6.771 1.00 0. 00 H 

-7. 528 8. 868 1. 00 0. 00 H 

-6.049 8.853 1.00 0. 00 H 

-7. 784 7. 728 1. 00 0. 00 H 

-8. 870 8. 794 1. 00 0. 00 H 

28 ATOM 1121 1HZ LYS A 78153. 198 -6.322 9.886 1.00 0. 00 H 

7. 818 10. 652 1. 00 0. 00 H 

7. 553 9. 636 1. 00 0. 00 H 

3. 438 3. 340 1. 00 0. 00 N 

2. 159 2. 815 1. 00 0. 00 C 
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